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Abstract

This thesis presents research that was carried out on the topic of electromagnetic wave scattering
by randomly rough surfaces and plasmonic surfaces. The manuscript is based both on published
and unpublished results in the form of an extensive monograph intended to present a coherent
and self sufficient overview of the theoretical framework of the reduced Rayleigh equations, the
numerical techniques used to solve them and their applications to the study of light scattering
from randomly rough surfaces and plasmonic systems. The published papers represent the core
scientific contribution of this thesis, but the unpublished results, in particular those related to
the numerical analysis of the presented methods, are also of non-negligible interest.

The research articles contained in this thesis can be categorized in two main topics. The four
first papers are concerned with the scattering of light from randomly rough systems, while the
two last papers deal with the characterization and optical metrology of photonic plasmonic sys-
tems.

On the topic of light scattering from randomly rough systems, the focus of the three first papers
is mainly on the understanding of the physical mechanisms involved in the scattering by weakly
rough surfaces and rough films. The first paper is a combined experimental and numerical study
of the optical Yoneda ring phenomenon. The so-called Yoneda ring is a ring of enhanced in-
tensity in the diffusely scattered light observed in the medium of highest refractive index. The
phenomenon is well-known in the x-ray community although no clear satisfactory theory seems
to have been suggested to explain it. This first paper is an experimental demonstration of the
existence of the Yoneda phenomenon at optical frequencies, and the numerical results in agree-
ment with the experimental data, give a first indication of the single scattering nature of the
effect. The second paper develops a single scattering theory to explain the physical mechanisms
behind the Yoneda phenomenon and the Brewster scattering phenomenon. The proposed theory
explains these two phenomena respectively in terms of coupled progressive-evanescent modes and
in terms of the dipole radiation from the microscopic scatterers in the materials. The theory of
the Yoneda phenomenon can be viewed as a generalization of the theory of Rayleigh anomalies
for periodic gratings. The Brewster scattering phenomenon can be viewed as a generalization of
the Brewster reflection by a planar surface. In the latter, the fundamental role of Snell-conjugate
waves is discussed and a simple and powerful geometrical interpretation is presented. Two new
phenomena are also predicted by the theory for light scattering under total internal reflection:
(i) a s-black-out phenomenon for which the diffusely scattered light is purely p-polarized in-
dependently of the scattering direction, and which occurs exactly at the critical incidence for
total internal reflection and which is associated with the alignment of the elementary oscillating
dipoles along the axis normal to the average surface plane; (ii) a linearly to circularly polarized
Brewster scattering effect for incidences beyond the total internal reflection incidence which was
shown to be caused by a regime in which dipoles in the materials are no longer oscillating but
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rotating. The third paper revisits the physics of Selényi rings, which are interference rings of
intensity in the diffusely scattered light from a rough dielectric film. A single scattering theory is
developed and an effect of rings enhancement and attenuation induced by the cross-correlation
between the two-rough surfaces of the dielectric film is demonstrated. The forth paper is rather
of computational interest and presents a technique of reduction of variance for Monte Carlo
simulations of light scattering from dielectric randomly rough surfaces.

Concerning the topic of optical characterization of plasmonic and photonic surfaces, the em-
phasis is put on applications to critical dimension metrology from optical measurements. The
first paper presents experimental measurements of angle resolved spectrocopic Mueller matrix
ellipsometry of a plasmonic photonic surface and some first results of data inversion using the
commercial software COMSOL for the retrieval of the characteristic geometrical parameters of
the sample. The second paper demonstrates a powerful technique for parameter retrieval based
on the reduced Rayleigh equations. The method was applied successfully to the plasmonic pho-
tonic surface studied in the previous paper, with a demonstrated speed-up factor of a hundred
compared with the use of COMSOL. The method based on the reduced Rayleigh equations has,
however, a limited range of validity.

Finally, let us mention non-published results presented in the numerical analysis part of this
thesis. The range of validity of the so-called Rayleigh hypothesis was explored numerically for
both perfectly conducting and dielectric sinusoidal surfaces. An extensive parametric study was
carried out and a limit of validity was found to be consistent with known analytical results
for perfectly conducting sinusoidal surfaces. In addition, an alternative mathematical analysis,
simpler than the conventional analysis based on complex analysis found in the literature, was
developed and lead to the correct range of validity for sinusoidal surface. These results can be
considered as premises to a more extensive research article on the topic.



Sammendrag

Denne avhandlingen bestar av seks vitenskapelige artikler innenfor fagomradet av elektro-
magnetisk bglgespredning fra rue overflater, periodiske overflater, og plasmoniske systemer.
Manuskriptet inneholder ogsa bakgrunnsteorien bak de reduserte Rayleigh ligningene og den
numeriske analysen av metoder som brukes til beregningen og den fysiske forklaringen av de
optiske fenomenene som vises og diskuteres i artiklene. Upubliserte resultater av numeriske
analyse angaende den sa-kalte Rayleigh hypotesen og som begrenser metoden til overflater av
lav ruhet er av spesiell interesse.

De tre forste artiklene handler om utviklingen av den fysiske forstaelsen av optiske fenomener
som oppstar ved lysspredning fra rue dielektriske overflater eller rue dielektriske lag. I den
fgrste artikkelen bevises eksperimentelt og numerisk at Yoneda fenomenet eksisterer for optiske
frekvenser. Yoneda fenomenet er karakterisert med en skarp ring av gkende spredt lysintensitet.
Yoneda effekten har veert vel kjent for Regntgenstraling spredning siden 60-tallet men den
hadde ikke veert eksperimentelt bevist for optiske frekvenser fgr. Teorien som forklarer de
fysiske mekanismer som star bak Yoneda og Brewster spredningseffektene utvikles i den andre
artikkelen. Det vises at Yoneda effekten er en kontinuerlig generalisering av det som kalles
Rayleigh anomalier for periodiske diffraksjonsgitter og at Brewster spredningseffekten oppstar
pa grunn av dipolsvingning straling og er en generalisering av Brewster refleksjonen for en
plan overflate. 1 tillegg forutser teorien to nye effekter som, til var kunnskap, var ukjente.
Ved totalrefleksjonsbetingelser vises det at lys som sprer seg nar innfallsvinkelen er lik den
grensevinkelen er rent p-polarisert uavhengig av spredningsretning. Denne effekten er forklart
med & vise at dipoler i materialer svinger langs aksen som er normal den gjenomsnittlige over-
flate. For innfallsvinkler stgrre enn grensevinkelen observeres en linezer til sirkulser polarisering
Brewster effekt. Denne effekten forklares med a vise at dipoler i materialer ikke svinger lenger
men snur i stedet og de fgrer til en typisk usymmetrisk sirkuleer-polarisert straling. Selényi
interferensringer var studerte i den tredje artikkelen. Der vises det at korrelasjoner mellom
ruhet til de to overflatene til et dielektrisk lag fgrer til selektiv gkning eller demping av noen av
ringene avhengig av korrelasjoner. Den fjerde artikkelen handler om en metode for a redusere
det statistiske avviket til Monte Carlo simuleringer i tilfelle av lysspreding fra rue overflater.

Optisk karakterisering av plasmoniske overflater presenteres i de to siste artiklene. Der var op-
tiske malinger av vinkelavhengig spektroskopisk Mueller matrise ellipsometri av en fotonik plas-
monik system brukt sammen med simuleringer til & bestemme dimensjonene til de geometriske
parameterne av systemet som, for eksempel, avstanden mellom partikler og partikkelstgrrelsen.
Forst var inversjon av eksperimentelle data oppnadd med COMSOL og da var metoden forbedret
ved a bruke koden basert pa de reduserte Rayleigh ligningene. Den var bevist til a fungere hundre
ganger raskere enn COMSOL. Metoden basert pa de reduserte Rayleigh ligningene har derimot
et begrenset gyldighetsomrade som vises i den numersike analyse-delen av avhandlingen.
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Notations

Quantifiers

e Conventional symbols may be used for quantifiers. V for all, € (resp. ¢) belongs to (resp.
does not belong to), | such that.

Common sets

e The empty set is denoted @.

N, Z, Q, R and C denote respectively the sets of natural integers, relative integers, rational
numbers, real numbers and complex numbers.

For two sets A and B, we denote by AU B, AN B and A\ B respectively the union,
intersection and difference of A and B.

A numeric set to which the element 0 is removed, is denoted with a star. Examples:

N* =

N\ {0}, R* =R\ {0}.

The part of an ordered numeric set composed of the positive (resp. negative) elements is
denoted by a 4 (resp. —). Examples: Ry ={z € R |2 >0}, Ry ={z € R | z > 0}.

Brackets

e The following brackets are used:

to define a set {--- };

to define an interval of R, [a, b], [a, b], ]a, b], ]a,b[ (where a,b € R | a < b);

as parenthesis in a formula to make factors explicit, (---), [---];

to define a set of integers between ny < no, ni,ns € Z,

[n1,ne] ={n€Z|n <n<ny};

to denote an ensemble average over realizations of a stochastic process, or random
variable (-) (the variance and covariance are however denoted Var[-] and Covl[-,]);

to denote the modulus of a complex number or the Euclidean norm of a vector, or
the length of a multi-index | - |;

to denote a norm (except for the Euclidean norm) || - |;

to denote the average of a function with respect to some variables over a domain, e.g.
def 1 2 .

<f>¢ = o7 Oﬂf(07¢)d¢7

to denote a functional T applied on a function f, (T, f).

Xix
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Common functions

The exponential function may be denoted either exp(-) or e'.

The real and imaginary part of a complex number z are denoted respectively Re(z) and
Im(z).

Bessel function of first kind of order v, J,.
Kronecker delta: for i,j € Z, §;; =1 if i = 5, 0 if 1 # j.

Characteristic or indicator function of a subset A of E: for v € E, 14(zx) =1ifx € A, 0
if x ¢ A.

The following definition of the sinc function will be used: sincz = Sl:‘r% for & # 0, and
extended by continuity at 0 as sinc0 = 1.

Differential operators

An orthonormal basis vector for a cartesian coordinate system will be denoted (&, é,, &).

V denotes the gradient operator. For a scalar field ¢ (x), where x = (1, 22, 23) € R3, the

gradient is a vector and can be expressed in cartesian coordinates as V¢ = (%, %, aa;; )-

V- denotes the divergence operator. For a vector field V (x), where x = (z1, 2, 3) € R?,
the divergence is a scalar and can be expressed in cartesian coordinates as

—_ N3 9V
V-v=37, dz;

V x denotes the curl operator. For a vector field V (x), where x = (z1, x2, 23) € R3, the

curl is a vector and can be expressed in cartesian coordinates as
V X V — (BV3 BVQ (9V1 BVg 8V2 6V1)

Oxo Oxs’ Oxs Oz’ Oxq Oxo /"
A denotes both the scalar Laplace operator and the vecorial Laplace operator. For a scalar
field ¢, the Laplace operator applied on ¢ may be expressed in a cartesian coordinate

< 92
system as A¢ = Zle gTZ’ For a vector field V, the Laplace operator applied on V
may be expressed in a cartesian coordinate system as AV -¢, = AV, = Z;’:l %7
J

ie{1,2,3}.

for

Note that the symbol A may at time be used to denote a step size or a deviation of some
quantity. We believe that no confusion with the Laplace operator should occur since the
context will make the distinction clear.

Fourier transform

Let f be a function of a spatial variable r € R® and a time variable t € R. f may be a scalar or
a vector function. We define the Fourier transform of f with respect to the spatial variable as

Frlfl(k,t) = f(k,t) = . flr,t) e a3

and the Fourier transform of f with respect to the time variable as
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Filfle.w) = f(r,w) = /R s

Note the different signs in the definitions of the spatial and time Fourier transforms. This choice
is motivated by the physical interpretation of a plane wave of frequency w propagating along a
wave vector k for increasing time. Also note that the Fourier transform will often be denoted
with the same symbol as the function in the direct space, when the context in non-ambiguous
and only the argument is changed. With the adopted conventions, the inverse Fourier transforms
are respectively given by

&k
(2m)

)

w

FAm = | flkt) e
R3

and
FUA0 = [ s e 52

Multi-index

A multi-index is a n-tuple of non-negative integers, i.e. an element o = (g, -, a,) € N". We
will use the following definitions for calculating with multi-indices. The sum of two multi-indices

a:(ala"' :an) a‘ndﬁ:(ﬁlv'“ 7671) is

a+ﬂ:(a1+ﬁl7~~-7an+5n).

The length of a multi-index, denoted || is the sum of its elements, i.e.

ol => ;.
i=1
The factorial of a multi-index is defined as

al = ailag! - ap!.

With this definition of the factorial for a multi-index, the multinomial coefficient reads

af) _ lof!
a) o

and the binomial coefficient for two multi-indices o and 5 is defined as

(5)-11(5) = st
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List of acronyms

p polarization or (TM) transverse magnetic polarization

s polarization or (TE) transverse electric polarization

TIR: Total internal reflection

RRE(s): Reduced Rayleigh equation(s)

(M)DRC, (M)DTC: (Mean) differential reflection/transmission coefficient also known as
BRDF, BTDF : bidirectional reflectance/transmittance distribution function
SOR: Successive over-relaxation

SAPT: Small amplitude perturbation theory

FICRE: Fixed point iterates of the coupled Rayleigh equations

FIRES: Fixed point iterates of the reduced Rayleigh equations of the second kind
MC: Monte Carlo

SEM: Scanning electron microscopy

AFM: Atomic force microscopy



Introduction

”Le couloir de la cuisine était clair, vitré des deux cotés, et un soleil brillait de chaque coté,
car Colin aimait la lumiére. [...] Les jeux des soleils sur les robinets produisaient des effets

féeriques. Les souris de la cuisine aimaient danser au son des chocs des rayons de soleil sur
les robinets, et couraient aprés les petites boules que formaient les rayons en achevant de se
pulvériser sur le sol, comme des jets de mercure jaune.”

L’Ecume des jours, Boris Vian (1947).

A great number of natural phenomena that we observe, as well as numerous man-made objects
we use in our everyday life, are made possible thanks to the interactions between light and
matter. The magnificence of the multitude of colors of the sky and the clouds during a sunset,
for our greatest pleasure, is due to the scattering of light by the molecules constituting the
atmosphere, and by the droplets of water in the clouds. The photosynthesis which permits
the conversion of light energy into chemical energy, and consequently plants to live, is an
astonishing example of light-matter interaction and the mechanisms behind the efficiency of the
energy transport is still an object of active scientific research. Your eyes, which are probably
the organs you use most for sensing your environment, to admire romantic sunsets or to read
these less romantic lines, are a marvelous piece of biological engineering shaped over millions of
years of evolution. The back of your eyes is covered with cells dedicated to the conversion of
light of different frequencies into electrical signals that your brain will interpret as colors. Your
cornea is also a quite surprising part of your eyes. A mere transparent lens that focuses light
on the back of the eye would you say? At first sight, yes, but by taking a closer look at the
cornea, with a microscope, we can see that the cornea is far from being a uniform homogeneous
transparent medium. It contains a multitude of randomly arranged collagen particles which
should in principle scatter the light entering your eye and should make your cornea opaque!
In fact, the cornea can become opaque due to some diseases or complications, leading to a
so-called leukoma, a milky white patch on your cornea. The main difference, in terms of optics,
between a transparent and an opaque cornea is simply the arrangement of the collagen particles
while the density and size of the particles remain identical. This curious phenomenon is due to
the interference of light scattered by each particle which results in a transparent cornea or an
opaque one depending on the type of correlations between the position of the particles.

Your eyes, you certainly use them when watching TV, writing a message on your phone, or
browsing the Internet. The information that you send to and receive from all around the world
when using these devices is carried over long distances by light, but not the visible kind of light.
Visible light, that is what you and I simply call light in our daily life, only represents a narrow
spectrum of electromagnetic waves. Electromagnetic waves come in different frequencies or
wavelengths. From radar detection to x-ray imaging in medicine, electromagnetic waves span a
huge range of frequencies. Mastering the manipulation of these waves have been the object of
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extensive research and development efforts leading to new technologies during the last century.
New fields of intense active research emerged such as photonics, plasmonics, biomedical imaging,
wave propagation in random media, to cite a few, promising new applications beneficial for
society. As an example, plasmonics is the field of physics that studies the resonances, excited
by light, of free electrons in metallic particles or on metallic surfaces, or in systems combining
dielectric and metallic structures [7, 8]. The broadly called plasmon resonances have been used
for centuries, or even millennium, to make colorful stained glass. The knowledge of plasmon
resonances was not available at the time, but nowadays we know that the color of stained glass
is due to plasmon resonances of metallic particles trapped inside the glass. Different sizes and
shapes of the particles lead to different resonant frequencies and hence different colors of the
reflected and transmitted light. Plasmonic surfaces are now used for optical sensing of specific
molecules in a biological sample [9]. A metallic or composite surface is designed in such a way
that it can adsorb a specific molecule, if present in your blood for example. Upon adsorption of
the molecules, the frequency of the plasmon resonance shifts compared with that of the clean
surface. This shift of resonant frequency can be measured optically very accurately to determine
the presence or absence of a molecule in your blood, and helps assessing your medical diagnosis.
Recently, the possibility of engineering thermal emission with plasmonic systems has been
shown. Contrary to the long standing belief, one can design coherent, narrow band, anisotropic,
polarized thermal emitters by shaping appropriately metallic particles, thus opening a road
for new applications ranging from low consumption gas detectors, passing to engineering heat
transfer at the nanoscale, thermal near-field imaging, to passive cooling [10, 11, 12, 13, 14].

We understand now that the study of the scattering of light of various frequencies by various
objects can be both of fundamental scientific and technological interests. This thesis deals
with the understanding of light scattering by surfaces. The term surface will encompass both
the interface between two homogeneous media, like the interface between the air and a glass
window, or a composite system made of a substrate on which some particles are deposited, like
a plasmonic surface for example. We will be interested in understanding how light is reflected
from and transmitted trough interfaces which are either structured or randomly rough. The
stereotypical example of a structured surface is a periodic grating. Periodic gratings are key
elements in spectrometers due to their property of scattering light of different frequencies with
different well defined angles of scattering, hence separating the spectral components of a light
signal. This is the behavior you can observe when looking at the rainbow pattern reflected
from your favorite music CDs at home for example. Typical examples of randomly rough
surfaces are the surfaces of a brushed steel, of paint, of biological tissues, or it could be the
surface of the ocean and more generally most of the naturally occurring surfaces. The level
of roughness of a surface must always be associated with the length scale at which we look
at it, or to be more accurate when it comes to wave scattering, with the wavelength of the
light. A light beam, such as that of a laser pointer, will be reflected mainly in the specular
direction from a surface where the typical size of the profile amplitudes is small compared with
the wavelength. This is what happens for example when you shine a laser pointer on a polished
mirror. The surface hence looks smooth for this wavelength. However, if the wavelength of the
light is reduced to be of the same order as the size of the corrugations, or equivalently if the
corrugation of the surface is made larger, light will be scattered significantly in all directions,
creating a diffuse speckle pattern (if coherent light is used). To observe this, you can shine
your laser pointer on a sheet of aluminium foil you may find in your kitchen and try the two
sides of it. You will observe a striking difference between the resulting reflected intensity
patterns. The highly reflecting side will reflect the laser beam by broadening it only in a
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(a) Highly reflecting side. (b) Poorly reflecting side.

Figure 1: Laser scattering experiment in the kitchen. Snapshot of the light of a red laser pointer
reflected from the highly (a) or poorly (b) reflecting side of a piece of aluminium foil projected
onto a white paper screen.

certain direction (see Fig. 1(a)), while the poorly reflecting side will broaden it more or less
isotropically (see Fig. 1(b)). These two patterns are characteristic of the microscopic structure
of the surface. The reflecting side of the aluminium foil has been polished or brushed in a
certain direction, so that we find rather straight grooves on the surface. This is the reason
why, although reflecting, you see your reflection rather deformed from the aluminium foil
compared with a well polished mirror. On the other hand, the surface of the poorly reflecting
side is made of random corrugations but not exhibiting grooves aligned in some specific direction.

Some of the questions we wish to answer then are the following. For a given surface and a given
incident wave, what fraction of the incident power goes in the different scattering directions?
How can we relate this intensity distribution to the shape of the surface profile and the property
of the materials? Can we understand some basic physical mechanisms at the origin of some
features seen in the intensity distribution of the scattered light? These are typical questions for
a so-called forward scattering problem, for which the characteristics of the scatterer and the
source are known, and we wish to predict and understand the scattering response. We can also
ask the reverse questions, or so-called inverse scattering problem. If we are given a sample and
we are allowed to make a set of scattering experiments on this sample to characterize it, how do
we recover information about the profile of the surface by only knowing its scattering response?
Another question, which is related to the previous one in practice, is that of the design of a
surface. Given a desired scattering response, how should we design the surface profile leading to
the target response, or a response as close as possible to the targeted one given some constraints?

In order to predict the scattering response of a surface, to understand the physics involved, to
characterize a surface or to design it, we need some tools. We need a theory which describes the
interaction between electromagnetic waves and matter. In most of the aforementioned applica-
tions, the light scattering phenomena can be described in terms of classical electrodynamics, i.e.
Maxwell equations together with some constitutive models for the response of a bulk material
at a given frequency. Solving Maxwell equations for the case of a wave interacting with some
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arbitrarily shaped object is a rather complicated task which can only be done with the help of
numerical simulations apart from some academic cases such as the scattering by a planar surface
or by a sphere, which can be solved analytically. There exists a whole zoo of numerical tools for
the study of light scattering which all have their advantages and drawbacks depending on the
types of systems to be studied or the types of questions to be answered. One may, for example,
discretize space and time and solve numerically Maxwell equations by propagating a light pulse
in time step by step. This is known as the finite difference time domain method (FDTD). This
may work well in practice for systems having a geometry that can be discretized easily on a
rectangular grid, to observe the time evolution of a pulse in such a system or to study at once
the response for several frequency components. However, if the structure becomes difficult to
discretize on a rectangular grid so that the detailed structure of the surface requires a very
fine grid, the computational burden will become quickly unpractical. Finite elements methods
(FEM) or methods based on volume integral representations of the solution to the scattering
problem may then be better suited since space can be discretized in small tetrahedral volumes
which are well suited to discretizing complex shapes. Nevertheless, as the size of the system
becomes large compared with the wavelength, and the fine details of the structure are smaller
or on the order of the wavelength, the mesh size, which typically requires at least to have about
ten nodes within a wavelength, may become rather dense, and the resulting linear system which
must be solved may become unpractically large. In cases where the system can be considered
as composed of a set of scatterers having homogeneous refractive indices, one can use some
integral theorems in such a way that it is sufficient to only discretize the boundaries between
these scatterers, which may yield to significant speed-up. These methods are known as surface
integral methods or boundary elements methods (BEM), and are particularly well suited for
scattering by a surface between two homogeneous media. The numerical method analyzed and
used in the present thesis can be categorized as a surface integral method. The method consists
in solving integral equations known as the reduced Rayleigh equations. The unknowns of these
integral equations are the Fourier field amplitudes of the reflected and transmitted field, the
kernels of the integral equations encodes the information about the scattering system and the
right hand side encodes the source. The reduced Rayleigh equations are not particularly new, as
they take their roots in the method developed by Lord Rayleigh in 1907 [15] for the scattering
of waves by a perfectly conducting periodic grating. The reduced Rayleigh equations can be
seen as a generalization of the Rayleigh method for penetrable media and for non-periodic
surface.

The present thesis consists of three main parts named theory, numerical analysis and appli-
cations. Part I, starts with a warming up chapter to recall basic concepts of electromagnetic
scattering, notations and vocabulary that we will need in the rest of this work (Chapter 1).
Then the derivation of the fundamental transfer equations for the fields across a single interface
from which one deduces the reduced Rayleigh equations is exposed in details in Chapter 2.
This is probably the most critical chapter since everything else depends on it. It is thus
important to spend some time on it, before going on. In Chapters 3 and 4, we present a
systematic way to derive the reduced Rayleigh equations for diverse classes of systems within
a unified framework. More specifically, Chapter 3 extends the reduced Rayleigh equations
to multilayer structures where each interface is a priori rough and Chapter 4 treats the
case of systems made of a single periodic interface first, which can be read independently of
Chapter 3, before dealing with the case of systems made of independently periodic interfaces
for which knowledge of Chapter 3 is assumed. It must be stressed that in Part I, we are only
interested in formally deriving equations, which are integral equations, whose unknowns are
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scattering amplitudes. We do not discuss how to solve these equations, apart from some remarks.

Because solving equations is often as important as to derive them, we devote Part II to
numerical methods that can be used to solve the reduced Rayleigh equations. We present in
Chapter 5 the most elementary method to solve the reduced Rayleigh equations. We have
named it the direct method and it basically boils down to solving a linear system. In addition
to explaining its implementation, we present a complexity analysis of the method and study its
convergence as the size of the system grows and this for a few different physical systems. Other
methods, grouped under the appellation of iterative methods, are presented in Chapter 6. The
reader experienced with numerical linear algebra will not be surprised to find there standard
iterative methods for solving linear systems, but may be interested in the derivation and
implementation of perturbative solutions of the reduced Rayleigh equations, and a comparative
study of the convergence rate of all methods for a few classes of physical systems. In Chapter 7,
we address the issue of the consistency of the reduced Rayleigh equations with the original
scattering problem. There we probe numerically the validity of the so-called Rayleigh hypothesis
by carrying out an extensive parametric study. Finally, Chapters 8 and 9 deal respectively with
approximation methods specifically tailored for randomly rough systems, where the average
response is considered and further mathematical details on perturbation theory for multilayer
systems and perturbed gratings are given.

The reader who is not interested in understanding the details of implementation or the numerical
analysis can skip Part II, or most of it, in a first reading and rather take a look at Part III
where applications illustrate what the methods can be used for. There, various systems such as
randomly rough systems (Chapters 10 and 11), plasmonic photonic surfaces (Chapter 12), are
studied and discussed based on more physical ground. The inverse scattering problem finally
closes this work (Chapter 12) with a concrete case study based on experimental data.
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Chapter 1

Scattering of electromagnetic waves

”Un mince rayon de lune passait par le trou du volet, et faisait briller le verre, sur ma table de
nuit. Le trou était rond, le rayon était plat. Je me promis de demander a mon pére
lexplication de ce phénomeéne.”

La Gloire de mon pére, Marcel Pagnol (1957).

In this introductory chapter we present the problem of scattering of electromagnetic waves by
an object and recall some basic notions of electromagnetism that we will use in the following
chapters. This chapter is mostly meant to set the stage, to fix some vocabulary and notations
as well as to present a few results on the resolution of the scattering problem in the academic
case of a planar interface between two media. The latter will be useful for two reasons. The first
one is to remind the different type of waves that can exist and familiarize ourselves with the
physics involved before treating more complex systems. The second reason is that these results
will enable us to verify that the approach used for the resolution of the scattering problem in
the case of a structured interface or a randomly rough surface yields the expected result in the
limit of the planar interface.

1.1 Electromagnetism in a nutshell

This first section gives elements of classical electromagnetism. We start by recalling Maxwell
equations in material medias and define the different fields involved. The response of the ma-
terials will then be discussed in terms of electric and magnetic susceptibility or equivalently
permittivity and permeability. The consequences of assumptions such as linearity, homogeneity
and isotropy on the model will be presented and related to the structure of the possible electro-
magnetic waves. The discussion in this section is greatly inspired by that of Refs. [16, 17, 18].

1.1.1 Maxwell equations

Let (r,t) € R3 x R represent a point in the Euclidean space endowed with a coordinate system
(0,8,,8,,8&,) at a time ¢. The space is filled by a material whose state at (r,t) is characterized by
distributions of free electric charge density p(r,t) and current density J(r,t) as well as bounded
charges and currents modeled as an equivalent polarization field P(r,¢) and magnetization field

9



10 Chapter 1. Scattering of electromagnetic waves

M(r,t). The evolution of the electromagnetic system is described by Maxwell equations:

V-D=p (1.1a)
V-B=0 (1.1b)
0B
Vfo—E (1.1c)
oD

Here E and H are respectively the electric and magnetic fields, and D and B are respectively
the electric displacement and magnetic induction fields defined as

D=¢gE+P (1.2a)

where g9 and g are respectively the permittivity and permeability of vacuum and are physi-
cal constants. We recall that the speed of light in vacuum c is related to g9 and pg by eopo = 1/c2.

The time evolution of the system of fields, charges and currents could in principle be solved by
solving the aforementioned system of partial differential equations (together with the equation
of motion for the charges not presented here) and given models for the polarization and mag-
netization fields P and M. In the following, we will focus on the case where the medium of
interest is somewhat bounded in space and no free charges nor free currents are present in it nor
in its vicinity, i.e. p = 0 and J = 0 identically, but some external incident fields are present and
we wish to study the response of the system. Of course, in order to have an external incident
field, free charges and/or currents may be present far away from the system of interest, and
the external incident field must be understood as the result of a modeling of the effect of these
sources.

1.1.2 Response of a material medium

Different materials give different responses when an electric or a magnetic field is applied on
them. The response of the material is modeled by the polarization and magnetization fields.
Also, it is observed, quite naturally, that the polarization and magnetization depend on the
applied electric and magnetic fields. An applied electric field will affect the polarization which
in turn will change the local electric field and so on. It is then clear that the problem of
determining the response of the material is coupled to the resolution of Maxwell equations.
Predicting the response of a material would in principle require to solve simultaneously Maxwell
equations and the motion of charges within the material, the latter requiring, in general,
quantum mechanics.

In practice, this is a difficult task and although some simple models such as Drude or Lorentz
models give reasonable physical explanation of the response of materials, a precise prediction
remains costly. Thus models of responses are often of semi-classical form and fitted to experi-
mental data. Here, we simply describe the consequence of a few assumptions on the response of
a material medium. For simplicity, we will base the discussion on the polarization, but similar
consideration can be said for the magnetization.
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Locality in space and non-locality in time

The polarization P (r,t) at a point r at time ¢ is induced by the electric field E ! but a priori it
can be induced by the electric field from another location r or from another time ¢’ (say earlier
time if causality should hold). This general consideration is known as non local response. A
standard assumption is to assume locality in space but non-locality in time, meaning that the
polarization at r is induced by the electric field at the same position but at a different time due
to some latency of the response. We will make this assumption in our work.

On linearity, homogeneity, time invariance, causality and anisotropy

In general the polarization depends on the electric field on a non-linear fashion. This yields a
rich variety of phenomena like frequency doubling for instance. In this work, the electric field
will be assumed to be small enough in magnitude such that only the first order in a possible
expansion of the polarization in powers of the electric field is necessary to describe the response
of the system. Taking into account locality in space and non-locality in time, the most general
form for the linear polarization reads

P(r,t) =¢o /Rx(t.,t/) E(r,t)dt . (1.3)

Here the response kernel x is an order 2 tensor, i.e. that the above equation can be written in
terms of the vectors components as, for ¢ € [1, 3],

Pi(r,t) =g /Xij(t,t’) E;(r,t")dt’, (1.4)
R

where the Einstein summation convention is used for repeated indices. The factor ¢ is there
for later convenience. Note that another assumption has been made here. The fact that x does
not depend on the position r shows the homogeneity of the material, i.e. that the response
is the same at any point. However, the response can be different along different directions as
the tensorial form shows, and is said to be anisotropic. By further assuming time invariance,
meaning that x does not specifically depend on times ¢ and ¢’ but on their difference, we have

P(r,t)=¢p /Rx(tft/) E(r,t)dt = ¢ /Rx(r) E(r,t—7)dr =ecox*E (r,t). (1.5)

The polarization is then the convolution product (denoted by the *) in time of a response kernel
x and the electric field E. This is the most general expression for the polarization as a function
of the electric field under the assumptions of locality of the response in space, homogeneity,
linearity and time invariance. Note that the integration in the convolution product can be
restricted to 7 € R, or equivalently x vanishes identically for negative arguments, if causal-
ity holds, i.e. that the response at time ¢ only depends on the electric field at times earlier than ¢.

In the case of a so-called isotropic material, i.e. that the response is independent of the direction,
the order 2 tensor x becomes a scalar x.

Susceptibility and permittivity

Equation (1.5) can be expressed as a point-wise product in Fourier reciprocal space. Indeed, by
taking the Fourier transform with respect to the time variable in Eq. (1.5), we obtain

Pi(r,w) = 0 x45(w) Ej (r,w) , (1.6)

tand can a priori also be induced by the magnetic field but we drop this for simplicity.
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where we define the electric susceptibility x;j(w) as the Fourier transform of the response kernel
Xij(t)a for i,j S [[173ﬂ,

Xij(w) = /sz'j(t) et (1.7)

Note that we chose not to change notations for a function and its Fourier transform but simply
change the symbol in the argument. Knowing if one deals with a direct quantity or its Fourier
transform will implicitly be clear from the context and the argument.

Under the aforementioned assumptions, the Fourier transform of Eq. (1.2a) with respect to the
time variable yields

D(r,w) =ecoE(r,w) + P(r,w) = g0 €(w) E(r,w), (1.8)

where we have used Eq. (1.6) and defined the relative permittivity tensor, also called dielectric
tensor, € as

ew)=Is+ x(w), (1.9)

or equivalently in index notations, for i,j € [1, 3]

€ij(w) = bij + x5 (W) , (1.10)

where d;; is the Kronecker delta. Note that as the susceptibility, the permittivity takes complex
values and is frequency dependent. In the case of an isotropic medium the permittivity tensor
reduces to a scalar e(w).

Drude and Lorentz models

We present now the simplest frequency dependent model for a material response to an external
electric field, namely the Drude model [19]. We assume that the response is mainly due to a
free electron gas subjected to the Lorentz force —e E, where —e is the elementary charge of the
electron, and scattering from immobile ions modeled as a friction force —m, v v, where m, is
the electron mass, v is a characteristic collision frequency and v is the electron velocity. To the
collision frequency = is associated a characteristic time between consecutive collisions 7 = 1/7.
To simplify the discussion we restrict the modeling to one dimension. The equation of motion
according the Newtonian mechanics reads

%:—micE—w. (1.11)

By taking the Fourier transform with respect to time of the above equation we obtain

e
1 =———F . 1.12
o) = s Bw) (112)
The associated current density is then given by
90
J=—-ene,v= - 1.13
enev 1 —iwt ( )

where n. is the electron density and we define the dc (direct current) electric conductivity oy as
nee?

mey

0o = (1.14)

g0
1—iwT

Equation (1.13) has the form of Ohm’s law where o(w) = is a frequency dependent
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Figure 1.1: Real part (a) and imaginary part (b) of the dielectric function of gold as a function
of photon energy hw. The data points extracted from Ref. [20] are shown as open circles and
a Drude model fitted to the data at low energy is shown as the solid red line. The parameter
found for the fit were €5, = 10.03, Aw, = 9.02 eV, and Ay = 0.08 eV.

conductivity. Note that when w — 0, i.e. the direct current limit, we obtain o(w) — oo
which justifies the denomination of dc conductivity for og. Recalling that for general linear
non-magnetic media the electric susceptibility tensor is related to the conductivity tensor by
(see e.g. [16])

1045 (w)
(W) = : 1.15
Xij(w) weo ( )
(since we have J(w) = —iw P (w) for non-magnetic media) the relative permittivity for the Drude
model then reads
w? w? w2y
=1-—PF —1- P i d 1.16
€w) w? + iyw w? + 2 + ww?+42)’ ( )
where we have defined the electron plasma frequency w, as wg = Z"e—i The physical picture

associated with the electron plasma frequency is that of a cloud of electrons initially displaced
from its equilibrium around positive ions by an external constant electric field and then left
to oscillate due to the electric field induced by the polarization of charges. The frequency of
the oscillation is then defined as the electron plasma frequency. In the absence of dissipative
processes, v = 0, the relative permittivity is real and reads

w2

ew)y=1- UTZ . (1.17)
We can remark that in the above equation, the plasma frequency w, acts as a threshold between
positive and negative values of the permittivity. Indeed, ¢ > 0 for w > wy,, € < 0 for w < wy,
and e vanishes for w = w,. We will discuss the physical interpretation of these three regimes

with respect to electromagnetic waves in the next subsection.
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A direct comparison between the dielectric function given by the Drude model fitted to experi-
mental data and the experimental data itself shows that a satisfactory agreement may be found
only at low photon energies hw (or equivalently large wavelengths). Figure 1.1 presents the real
and imaginary parts of the dielectric function of gold as measured by Johnson and Christy [20]
and the corresponding fit using a Drude model. A satisfactory agreement is found at low photon
energies, but large discrepancies occur from around 2 eV and above, which is a signature of elec-
tron interband transitions. The effect of these interband transitions may be modeled by adding
terms corresponding to elastically bound electrons with resonant frequency w; in Eq. (1.11), i.e.
that it becomes

ZTj €

where we now denote by x; the displacement of such a bound electron from its equilibrium
position. Such a model, when added up to the free electron model (Drude) yields the so-called
Drude-Lorentz model

2
w A,
e » j
€(w) = €0 w2+i7w+2w;—w2—i7jw’
J

(1.19)

where the coefficients €y, wz, v, wj, vj, and A; are to be fitted to experimental data. Values
for these coefficients have been reported for different metals for example in Refs. [21, 22]. In the
rest of this manuscript, the Drude model may be used to get qualitative physical insight due
to its simplicity and physical interpretation, but when dealing with quantitative comparisons
of simulation with real experiments, the dielectric functions will be taken directly from fits to
experiments (see in particular Chapter 12).

1.1.3 Structure of electromagnetic waves in unbounded media

In the previous sub-section we have discussed some aspects of the modeling of the response of
a material medium. In particular, we have introduced the notion of relative permittivity. We
will now discuss different types of waves that can be present under certain conditions on the
permittivity. We consider here the case of a non magnetic (M = 0) material medium filling
the whole Euclidian space. In addition, we assume the absence of free sources. Under these
hypotheses, we can derive the wave equation for electromagnetic waves by taking the curl of
Eq. (1.1¢) and by using Eq. (1.1d). We obtain

1 0’°E P
2 oz "M e
Here we have used the identity V x V x E = V(V - E) — AE where AE denotes the vectorial
Laplace operator, in the sense of a vector whose components are the Laplacians of the respective
components of E. We have also used the definitions of the magnetic induction and electric
displacement. If we make the assumptions that the response of the medium obeys to the locality
in space, homogeneity, and linearity, the above equation can be simplified after taking the Fourier
transform with respect to time as

AE-V(V-E) - (1.20)

2
AEW(V-EH%eE:o. (1.21)

Where we have used Eq. (1.6) and the definition of the relative permittivity Eq. (1.9). Note
that the permittivity is frequency dependent.
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Isotropic media

In the case of an isotropic medium, we have 0 = V-D = £4eV-E, hence for non zero permittivity,
V - E = 0 and we obtain the so-called Helmholtz equation

w2
AE+5¢E=0. (1.22)
C

By taking the Fourier transform of Eq. (1.22) with respect to the spatial variables, we obtain

UJZ 2
(ec—z—k>E:0. (1.23)
Thus the Helmholtz equation admits non-trivial solutions if and only if the dispersion relation

2
e%—kQ:O (1.24)

is satisfied. In other words, in the Fourier expansion of the field only plane wave components
with a wave vector lying on a sphere of radius /¢ ¥ can be present. In addition, the relation
V-E = 0 translates to k-E = 0 in Fourier space, which means that the electric field is necessarily
orthogonal to its wave vector. This type of wave is known as a transverse wave. However, this
is only true for non-zero permittivity. Indeed, for zero permittivity there is no condition on
V - E anymore and the electric field can possess a component along its wave vector. A wave
whose electric field is along the wave vector is called a longitudinal wave. This type of wave
is associated with the oscillation of charges within the material. This can be understood by
considering the Drude model. We have seen that the zero of the permittivity occurs at the
plasma frequency, whose physical interpretation is a collective oscillation of electrons.

Anisotropic media

Anisotropic media are characterized by a susceptibility tensor, or dielectric tensor, which does
not reduce to a scalar. The first consequence of the anisotropy is that V- E = 0 does not
necessary hold anymore. In particular, E and D are not necessarily colinear, and the wave
vector, which is orthogonal to D and the Poynting’s vector which is orthogonal to E are no
longer colinear. This means that the direction of propagation is not orthogonal to the planes
of constant phase anymore. Such a wave is known as an extraordinary wave by opposition to
an ordinary wave whose properties resemble that of a wave in an isotropic medium. It can be
shown that the dielectric tensor is symmetric and is therefore diagonalizable. Assuming the
tensor to be represented in a basis in which it is diagonal, the Fourier transform of Eq. (1.21)
yields for 7 € 1, 3]

3 W2
> {(617*k2>5u+kikj} E; =0, (1.25)
=l e

where the ¢; are the dielectric constants along the principal axis of the medium. The homo-

geneous system of linear equations, Eq. (1.25), admits non-trivial solutions if and only if the
determinant vanishes, which yields after some algebra to the dispersion relation [18]

3 : ];‘2
Z 2:ZL —— =0. (1.26)
i=1

c i=1 & e(k)
In the last equation we have defined k = k /| k | and the effective dielectric constant (k) seen by
the wave vector k defined as | k | def Ve(k)w/e. By multiplying Eq. (1.26) by H?Zl(l/ei —1/e)

‘ ~

2
k;
2

o

>
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we obtain a polynomial equation of degree two in 1/e which admits two solutions. The two
solutions describe two surfaces in e-space, or equivalently in the index space n? = e, as k sweeps
over the unit sphere. In the case of a uniaxial anisotropic material, e = €3 # €3, it can be
shown that one of the index surface is a sphere, and hence correspond to the aforementioned
ordinary waves while the second surface is an ellipsoid, corresponding to the aforementioned
extraordinary waves.

In this work, only systems made of optically isotropic material will be considered. This does
not mean, however, that we will obtain isotropic behavior as the systems of interest may be
composed of structured surfaces or of particles supported on a substrate which, as composite
systems, are anisotropic. The anisotropy considered in this work is then a structural anisotropy
rather than an anisotropy associated with the bulk response of the constituents of the system.

1.2 Scattering of electromagnetic waves

We formulate now the problem that we will deal with in the rest of this work, namely that
of the scattering of electromagnetic waves by arbitrary surfaces or composite systems. Let us
first precise that we will deal exclusively with time harmonic problems, i.e. that we consider
a stationary regime where the time contribution to the electromagnetic field enters only via a
phase factor exp(—iwt), where w is the angular frequency of the excitation. Second, we will only
consider isotropic media separated by arbitrary interfaces. The prototypical system will be that
of two semi-infinite media separated by an arbitrary interface, but we will also consider stack of
layers with distinct optical properties separated by arbitrary interfaces and special, or limiting
cases resulting in particles supported by a substrate or embedded in a layer. We formulate
in the following the problem for a system made of two semi-infinite media separated by an
arbitrary interface, as sketched in Fig. 1.2(a), but the reader will extend it without difficulty to
the remaining systems.

01, € F(r,w) = F"°(r,w) + F5(r,w) s +nh(s)

€3 l Do, € F(r,w) = F5™(r,w)

éLQ (a)

Figure 1.2: (a) A side view illustration of the scattering system, (b) a close up for the points
involved in the boundary conditions.

1.2.1 Boundary and radiation conditions

We will denote by €1 (resp. Q2) the open half-space situated above (resp. below) the interface
09, as sketch in Fig. 1.2(a) and hosting a material of dielectric function €; (resp. €2). Given an
incident electromagnetic field (E™¢, H"®), the scattering problem is a boundary value problem
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and reads: find (Es¢a, H%¢3') such that

AF(r,w)Jrf—jq(w) F(r,w)=0, Vre ,Vw >0,
AF(r,w) + % es(w) F(r,w) =0, Ve, ,VYw>0, (1.27)
Aa(s) x 1iII(1) [F(s +ni(s),w) —F(s—nn(s),w)] =0, Vsed,Vw>0.

n—

Here F is either the total electric field E or magnetic field H, s is a point on the interface 02, n
is a positive real number and 1(s) is the surface normal oriented from medium 2 to medium 1 at
the point s. The last equation, is the condition of continuity of the tangential component of the
electric and magnetic fields at the boundary. In practice, the incident field will be an incident
wave incoming from infinity in the first medium. The total field hence reads

Finc r,w +Fscat r,w), Yre 7VOJ>O7
Frw) =] © (r,w) + Fy(r,w) 1 (1.28)
F3i(r,w), VreQy ,Vw>0,

and in the case of an incident plane wave, the electric field will be of the form Eilnc(r,w) =
E; exp(ik - r — iwt), where k is a wave vector satisfying the dispersion relation in medium 1
and directed downward. In addition to the boundary condition at the interface between the two
media, we need a radiation condition at infinity. For large » = |r |, and for loss-less dielectric
media, the scattered field must satisfy the Silver-Miiller? radiation condition [23]

M

. scat
- ’Lk‘]' F < 7‘72 5

o F;’_cat
or

(1.29)

where M is some positive constant and k; = ejl-/gw/c (for j € {1,2}) is the wave number in
medium j. This radiation condition together with the boundary conditions ensures a unique
solution to the scattering problem. In addition, we have the following behavior as |r | — oo [23]

e < M (1.30)
This can also be restated by saying that the radiated flux decays as 1/r2. For absorbing me-
dia, the field decays exponentially at infinity. An interpretation of the Silver-Miiller radiation
condition, Eq. (1.29), is that for large 7, the field behaves as an outgoing polarized spherical
wave. Another way of phrasing this is that r times the field in 1/r behaves as a plane wave.
This claim will be made clearer when we will derive the far-field expansion from the expansion
in plane waves of the scattered field in Section 1.2.3.

Remark 1.1. Note that an outgoing plane wave does not satisfy the Silver-Miiller radiation
condition. In the case of an incident plane wave on an infinite surface, we will see that the
Silver-Miiller radiation condition may not be appropriate. Indeed, it suffices to consider the
case of reflection by a planar surface to foresee an issue. For reflection by a planar surface, it is
well known that the incident plane wave will be reflected as a plane wave, which is outgoing with
respect to the interface but does not satisfy the Silver-Miiller radiation condition Eq. (1.29). The
source of the problem is that the integrated flux received by the scatterer is infinite, or in other
words, the plane wave is not a wave of finite energy (e.g. not normalizable in L?(R?)). In such a
case, the Silver-Miiller radiation condition should be relaxed in some sense to allow for solutions
containing outgoing plane waves. From a physical point of view, this means that we consider

2The name of Sommerfeld radiation condition is also used although it seems to be more associated to the
problem of scattering of scalar waves.
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Figure 1.3: Sketch of the scattering system and the definitions of the angles of incidence (6, ¢g)
and scattering (0r, 0, ¢), together with the relevant wave vectors. The vector p; (resp. p) is the
projection of the wave vector of the incident wave ki (p,) (reps. reflected or transmitted wave
ki (p) or k; (p)) in the vector plane (&,8&,).

the scattering of an incident plane wave as a tool to further compute more physically relevant
cases such as the scattering of a finite size beam (and normalizable) which can be constructed
as a linear superposition of plane waves (Fourier representation). The response being linear, the
scattered wave will hence be the superposition of the response for each individual plane wave
leading to an overall scattered field which satisfies the Silver-Miiller radiation condition.

1.2.2 Reflection and transmission amplitudes

It will be convenient, in our work, to expand in plane waves the fields in each medium. Indeed,
plane waves satisfy by construction the Helmholtz equation and solving the scattering problem
will hence reduce to finding the set of amplitudes of the field expansions via the use of the
boundary conditions. The expansion in plane waves of the electric field in medium j reads

d?q

Bire) = 30 [ [ 0w e, @+ & aw) e @] en (i1 @-r—iwn) g . (13D
a=%
where we define
K (q) € q+a;(q) és, (1.32a)
2
aj (a) & €j (%) -q?, Re (0;),Im () > 0, (1.32b)
. def €3 X kji (a) N N
€sQq) = T, — X4, 1.32¢
@ @l = (132
+
s def ©s X kj (q) c N N
j = *a; - . 1.32
%= i@ vae @ a-lalé) (1.32d)

In other words, the wave vector k;—L (q) of an elementary plane wave is decomposed into its
projection q in the lateral vector plane (€1,é2) and the component +o;(q) along é3 (see
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Fig. 1.3). The sum for a = £ takes into account both upwards and downwards propagating
and evanescent (and possibly growing) waves. The field amplitude is decomposed in the local
polarization basis (& ; (), &; (q)), hence £, (q) denotes the component of the field amplitude
in the polarization state « of the mode characterized by a and q. In this basis, the directions
given by éij (q), and &, (q) are respectively the directions of the p- and s-polarization of the

electric field amplitude. From Eq. (1.32) it is clear that the vectors (lA(;E (q),éij (q),és(q))

(with 1A<Ji (q) = kji (@) /| k;t (q)]) define a direct orthonormal basis of the three dimensional
Euclidean space.

Assume now that the incident excitation consists solely of a monochromatic plane wave in
medium 1 defined as

By (r,) = oxp (iky (py) -1 — iwt) [€,, &, (o) + &y, &u(po)] . (1.33)

where p, is the projection of the incident wave’s wave vector in the (€1,&2) plane, with the
property |pg| < /€1 w/c, i.e. that we consider an incident wave which propagates (also called
progressive). The fact that this is the only incident wave considered together with an outgoing
wave radiation condition gives that, apart from the incident field, the only elementary waves al-
lowed in the scattered field are those with wave vectors of the form ki (p) and k; (p) respectively
in media 1 and 2. This is summarized in the following equations for the field amplitudes

& (a)
£5(q) =

(27)* 6(a—py) o, (1.34a)
0, (1.34b)
where we have denoted £; = (€, 5]-78)T the vector of p- and s- components. Next, we assume
that the scattered field amplitudes are linearly related to the incident field amplitude £ via the
reflection and transmission amplitudes, R(q | py) and T(q | py), defined as

£ (a) =R(a|py) &, (1.35a)
&;(a) =T(alpy) & - (1.35b)

The reflection and transmission amplitudes are therefore described by 2x2 matrices with com-

plex entries of the form
X, Xos
X = [ S (1.36)
XSp XSS

for X = R or T. From a physical point of view, the coefficient R,5(q|py) (resp. Tog(a|py))
for a, 8 € {p, s} is the field amplitude reflected (resp. transmitted) with lateral wave vector
q in the polarization state a from a unit incident field with lateral wave vector p, in the
polarization state 5. The reflection and transmission amplitudes are then the unknowns in our
scattering problem. The aim of the next chapter will be to derive integral equations satisfied
by the reflection and transmission amplitudes.

Remark 1.2. In subsequent chapters, when the discussion is made general for either the reflec-
tion or transmission amplitudes, we may simply refer to them as scattering amplitudes.



20 Chapter 1. Scattering of electromagnetic waves

1.2.3 Far-field

In a scattering experiment, one can often only observe the intensity scattered far way from
the scatterer. Before defining in details the different observables of interest for a scattering
experiment, which we will do in the next section, we need to define what is meant by far-field.
Intuitively, the name speaks for itself, it is the field far way from the scatterer, say many wave-
lengths away, so in a region where A = 2m¢/y/ew < r, where r is the distance between the point
of observation and the scatterer, and € denotes the dielectric constant in the medium of obser-
vation. In such a region, we can derive an asymptotic expression for the field that proves to be
very useful for defining far-field observables based on the reflection and transmission amplitudes.

Consider the scattered field Ei"(r) which we assume to be square integrable and can be expanded
in plane waves as

2

Ef(r)= /R2 Ef(q) exp (z ki (q) -r) ((217;)]2 , (1.37)

where we drop the time dependence that only contributes by an overall phase factor, and
Ef(q) = é‘ffp(q,w) é;_,1 (q) +8ffs(q, w) és(q) as compared to the definition of the plane wave
expansion in Eq. (1.31). Since we are interested in an observation point r far away from the
scatterer, we can restrict the domain of integration to {q € R? | [q| < \/ejw/c} since for in-
plane wave vector outside this disk the wave components are evanescent, decay exponentially
away from the surface and do not contribute to the far-field. Let p denote the in-plane wave
vector constructed in such a way that ki (p) is colinear with the observation point r. In other
words, ki (p) = \/e1w/c &, with &, =r /|r | which we may write as

€, = sin f,. cos ¢, €1 + sin b, sin ¢,. &€ + cosb,. €3 . (1.38)
The polar angle 0, and the azimuthal angle ¢, then parametrize the direction of observation.

Equation (1.37) can be written as

B ) = oz [, BT@ o (i K (@) &) &', (1.39)

where we have introduced the wave number k = \/eiw/c, r = |r | and 12;_ = ki /k. In addition,
we have made a change of variable, q = k q. The scalar product in the exponential reads in
terms of the angles of observation, also called angles of reflection, as

k(@) &, = @ sinf, cosd, + Gosin b, sin , + (1 — G2 — G2)/2 cos b, . (1.40)

The form of the right-hand side in the above equation invites us to make a first change of variable
to cylindrical coordinates @ = G(cos ¢ &1 + sin @ &) so that

12;r (q) - €, = Gsinb, (cos ¢ cos @, + singsing,.) + (1 — (12)1/2 cos b, ,
= ¢sinf, cos(¢p — ¢,) + (1 — )2 cost, (1.41)

and then a second change of variable ¢ = sin # to finally obtain

l}f— (q) - &, =sinfsinb, cos(¢ — @) + cosf cos b, . (1.42)
Note that for the angle ¢ = ¢, cos(¢ — ¢,) becomes unity and the scalar product hence reads
cos(0 — 60,), which is unity for @ = 0,. In other words, the scalar product is unity when q = p.
This is a clear indication that the observation angles ¢, and 6, play roles of angles of reference,
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and that the wave component Ef(q = p) is likely to contribute the most to the integral. After
the aforementioned changes of variables, the field expansion reads

K22 2m o
E-ll—(r) _ 72/ ezkr cos 0 cos 0. / Ef(q(é’, ¢)) ezkr sin 0 sin 0,. cos(¢p—,.) d¢ sin® cosf do . (1.43)
(2m)? Jo 0
It is now time to use the fact that the point of observation is far away from the surface, so
that 1 < kr, and use the method of stationary phase to approximate the integrals [24]. For an
integral of the type

b
1) = [ Feyex o) at, (L.44)

where f and 1 are real valued, continuously differentiable functions on [a,b], and if in addition
1)’ vanishes at only one point 7 €]a, b[ with ¢”(7) < 0, then as z — oo, we have

9 1/2

I(z) = (W%)) F(7) exp (mw(ﬂ fzg) +O(1/z). (1.45)
Applying this result first to the integral over ¢ in Eq. (1.43) with x = kr, f(¢) = Ef (a(0, ¢))
and 1(¢) = sinfsin b, cos(¢ — ¢;), we find that: ¢'(¢) = —sinfsin b, sin(¢ — ¢,) vanishes at
¢ = ¢r and ¥ (¢,) = —sinfsin b, < 0, hence

27
/ I,E;»(q(e7 ¢)) ezkr sin 0 sin 0,. cos(¢p— ) d(b
0

kr sin 0 sin 6,

1/2
= (277r> Ef (a8, ¢,)) exp (ikr sin fsin 6, — 7%) +O(1/kr) . (1.46)

Substituting the above result into Eq. (1.43) yields after some simplifications

k32 /2 . ., sin'/? 0 cos
+ [ + ikr cos(0—0,)—im/4 > Y VUOV —3/2
Ef () = Grams |, Bila0.o)e g A0+ O(() ) (a7

Repeating the stationary phase method for the integral over 6 for
f(0) = Ef (q(8, é,))e "/ *sin'/2 0 cos 0/ sin'/2 0, and 1(0) = cos(d — 6,), we find that: ¢/(0) =
—sin(# — 6,) vanishes at § = 6, and ¢ (,) = —1 < 0, hence after simplifications

Ef(r)= fi% exp (ikr) cos 0, Ef (p) + O((kr)_g/Q) , (1.48)

where we remind the reader that k = \/e;w/c. Equation (1.48) is a well known asymptotic
expansion of the far-field that can be found in the literature (see e.g. [25, 26]).

Remark 1.3. The reader will easily verify that the far-field given in Eq. (1.48) satisfies the
Silver-Miiller radiation condition Eq. (1.29), and as claimed in Section 1.2.1, that the far-field
times r behaves as a plane wave, or in other words the far field behaves locally as a spherical
wave.

We are now ready to define far-field observables for scattering experiments.
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1.2.4 Observables

The reflection and transmission amplitudes are complex valued and do not correspond to physical
quantities that can be measured experimentally®. An important role that one expects from a
theory is to make prediction that can be tested experimentally. Therefore, we need to define
now what we will call observables, or physical quantities that can be experimentally measured.
These will be defined theoretically through the scattering amplitudes but they can be obtained
experimentally by measuring the intensity of the scattered light within some solid angles around
some specific scattering directions. By placing a polarizer between the source and the system,
and by placing an analyzer in front of the detector, the different quantities for co- or cross-
polarized states can be obtained.

Differential scattering coefficients

Assuming we have obtained the reflection amplitudes R,5(p | py), we can now proceed to express
the differential reflection coefficient* (DRC) defined as the time-averaged flux radiated around
a given scattering direction (6, ¢,) per unit solid angle and per unit incident flux and denoted
OR/0(p | Py). Let a virtual hemisphere of radius r > A (A = 27rc/(ei/2w)) lie on the
plane x3 = 0 on top of the scattering system. The support of this hemisphere is a disk of area
S = mr2. We consider the scattering from a truncated version of the scattering system in which
the surface profile is set to be flat outside the disk support. Consequently, the field amplitudes
we will manipulate are not strictly speaking those of the full system of interest but will converge
to them as r — oo. For this reason we denote the reflection amplitudes for the truncated system
RE;Z), where the super-script indicates that only the disk of area S supports the non-planar part
of the surface. The time-averaged flux incident on this disk is given by

A
|
|
P
- I ~<
// | 7 do
| /
4 0, / a
/ | e,
/ / RN §
/
/ | .7 \
€1 / | / e \
i A \
7z
/ 1,/ |

——— - full system truncated system

Figure 1.4: A side view illustration of the geometry considered for the determination of the
differential reflection coefficient. The truncated profile is represented as a solid line, while the
full profile is sketched as a dashed line; they coincide within the disk support of radius 7.

3We exclude the use of interferometry.
“The differential reflection coefficient is also known as bidirectional reflectance distribution function (BRDF).
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Pac/s = =50 Re | [E(po) x (16 (o) x Bo(py))] - € exp [~i(ki” (po) ki (py) -] 2

2
6062 94— N B A .
=5 Be [ [1Boo)l” K7 (po) — (B3 (Do) K7 (b)) Bo(po)] - &%
€oc” €oc
=5 ;7 a1(po) | Eo(po)|* = S% coso (1€, 1>+ 1804 %) - (1.49)

Here, the * denotes the complex conjugate, the incident field amplitude is given by Eq(p,) =
Eop €, (Po) + & s €s(Pg) as defined in Eq. (1.33). Moreover, the vector identity a x (b x ¢) =
(a-c)b—(a-b)c and the orthogonality between the field and the wave vector Ef(p,) -k (pg) =0
have been used. Note that the flux incident on the disk is proportional to the disk area. Let
us now consider the outgoing flux crossing an elementary surface do = 72 sin 0,.d6,d¢, = r2dQ,
around a point r = r (sin 6, cos ¢, &; + sin 6, sin ¢, &z + cos b, é3) = ré,. The flux crossing this
elementary surface is given by

1
Par = 3= Re[E"(0) x B (1)] -6, dor. (1.50)
0

We then use the asymptotic expansion of the field in the far-field region given by Eq. (1.48) (see
also [25, 26])

12,
exp(ie, " “r
Ef(r) ~—i ei/zicos 0, xplic ") Ef (p), (1.51a)
2mc
w exp(’iei/28 )
Bf(r) ~ —ie 52 cos b, < ~é. xEf(p), (1.51Db)

where p = /€1 %(Sin 0, cos ¢, €1 + sin 0, sin ¢, €3). This asymptotic approximation will become
more and more accurate as we let r — oo. Plugging Eq. (1.51) into Eq. (1.50) we obtain

. 2
Pur = 5 " (grg) oo’ 0r BT @) a0,

2 2mc
_E0C 3/2 (W \? o + 2 + 2
= 50al (52) cost0, (&5, (P) +1E L)) A%, . (1.52)

(Note: 1/(poc) = eoc). The total differential reflection coefficient is then given by

OR o P a(3) cos0, |E, ) + € (p)?
—(p | py) = lim ————— = lim (1.53)
897« P 1 Po T—00 inc/S dQT T—00 S cos 90 | 50,;7 |2 + |(€015 ‘2 '

From the total differential reflection coefficient given by Eq. (1.53), we deduce the differential
reflection coefficient when an incident plane wave of polarization 8, with in-plane wave vector
Py is reflected into a plane wave of polarization o with in-plane wave vector p given as

2 (8)
ORap _ i G (ame) 08?0 s 2y M
a0, P I Po) = lim —=a e [Ras (@ | po)l” = lim —5=(p [ Po) - (1.54)

Here we have defined

s 2
afoﬂ) €1 (ﬁ) cos? 6,

g0 (0 | Do) = =220 IR (0 | o) (1.55)
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A similar analysis for the differential transmission coefficients® (DTC) yields

(S)

8Ex/3 . 71(1,3
=1 ey . 1.56
a0, P [ Po) = lim —50=(p | po) (1.56)
Here we have defined
8To(és) &2 “ 2 cos? 6,
7 (p | py) = 2 22g) 35 ® | po)l?, (1.57)

o

S 51/ % cos by
where now p = /€2 (sin 0; cos ¢; € + sin ; sin ¢; €2) and 0, is defined as the angle between &,
and —&; (i.e. Oy =7 —06,).

Diffraction efficiencies

Can we still define differential scattering coefficients in the case of the scattering of a plane
wave by a planar interface or a grating? We will see that in such cases, the field amplitude, say
Ef(p), concentrates all its mass on discrete wave vectors and is not a function as was implicitly
assumed in the previous section. Take the case of a planar interface for example. The reflected
field amplitude would take the form Ef (p) = E,.(py) 6(p — po)- If no care is taken, we may try
to plug this expression into the far-field expansion and get

12 W 0, exp(iei/Q%T)

E1+(1") ~—ig e cos E,(po) (P —Po) (1.58)

which we may interpret as saying that the far-field in zero for every direction but that given by
kf(po), which would be a wrong interpretation. Indeed, the reflected plane wave fills the whole
space above the surface and therefore takes non-zero values everywhere (up to the nodes due to
time oscillation of course). This simply means that the far-field expansion is not valid. In fact,
we do not need to make any approximation to obtain the far-field in this case since it is given
by the expression of the plane wave itself. Assume that the reflected field is a discrete sum of
plane waves, typically produced by the scattering of a plane wave by a periodic grating, and let
us analyze what one would obtain as the differential reflection if we consider one wave at a time.
One such wave may be written as

where the index n simply denotes that we picked one such wave whose in-plane wave vector is
some p,,. We do not need to worry for now what p,, may be nor how to compute the amplitude
E,(py) of such a wave (this will be the aim of the rest of this thesis). Let us use the electric
field expressed in Eq. (1.59) and the corresponding magnetic field in Eq, (1.50) to get the flux
crossing the elementary surface do. We obtain in a straightforward manner
goC A4 .

Par = =5 /| B, (o) Ky (p,) - & rdQ (1.60)

under the constraint that the field is not evanescent. It is clear from Eq. (1.60) that the flux is

proportional to ﬁf(pn) - €, , which means that the flux is maximal in the direction of the wave

vector. However, note that this flux does not vanish at other directions (unless RT(Pn) &, =0).
The total differential reflection coefficient is then given by

~+ A
OR Pd(r _ ‘En(p0)|2 kl (pn) “er )

-k _ 1.61
8QT (p ‘ pO) ’Hgo inc/S er ‘ EO ‘2 T Cos 60 ( )

®Also known as bidirectional transmittance distribution function (BTDF).
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Note that the ratio is actually independent of S. In such cases, one is rather more interested in
the total flux fraction taken away by each reflected wave, and this independently of the direction.
We are thus interested in the quantity

/2
o(Rn) def / / 8R p | po) A€, (1.62)

known as diffraction efficiency of the reflected wave n. Let us now express the dot product in
Eq. (1.61) with the help of polar and azimuthal angles,

l}f(pn) é, = sin 6, sin 6, cos(¢, — ¢r) + cos b, cos b, (1.63)

where the angles 6, and ¢, have been defined previously and 6, and ¢,, associated with the

wave vector f(f(pn)7 are defined in an obvious way, similar to what we already did for deriving
the far-field in Section 1.2.3. The diffraction efficiency hence reads

S _ |E Po)l? /271'/ sin @y, sin 6, cos(¢,, — ¢,.) + cos 0, cos 0, sin 0, d6,do, . (1.64)

|E, |? m cos By

The integration does not require much efforts after some simple trigonometric simplifications
and yields

(Ron) _ €08 00 E,,(Po)|?

1.65
cosOp| E |2 (1.65)

If we had treated the case of a transmitted wave then the final expression for the efficiency would
read

o(Tom) — E CObg | B, (po)l
o 00590|E0|2

(1.66)

hence in general we can simply write

e(Xon) _ iy (Py)l En(Po)‘z
a1(py)| Eq 2 ’
where the superscript is X = R or T to denote reflection or transmission, and the corresponding
medium is indexed by jx is 1 or 2 respectively. In a similar fashion as what was done for the
differential reflection and transmission coefficients, we can separate the contribution from the
different polarization and define

(1.67)

() i (Pn) | ()
e (py) = S Pl |y , 1.68
5" (Po) o1 (po) X505 (Po) | (1.68)
where (Xi%)(Po))aﬂe{p,s} d(p,, — Py) are the reflection or transmission amplitudes of the wave n
(see more precision in Section 1.5) and the efficiency hence corresponds to the fraction of the
incident flux carried away by the plane wave indexed by n, polarized in the state « given that

the incident plane wave had a unit field, and an in-plane wave vector p, and was polarized in
the state (3.

Stokes vectors and Mueller matrices

The polarization state of a transverse monochromatic plane wave can be characterized by its
Stokes vector S € R*. If an orthonormal basis (&,, &,,k) is attached to the wave vector k of the
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wave, the Stokes vector is defined as

S |Ex|? + | Ey[?
S, of €0C E.|?> - |E,|?
S= |77 % 5 costlk) Bl =B (1.69)
Ss ‘Ez’|2 - ‘Ey’|2
Sy |Ea+|2 - ‘EJ*‘Q

where E,, E, are the components of the complex amplitude of the electric field expressed in
the basis (&,,é,), Ey, E, are the components of the complex amplitude of the electric field
expressed in the basis (&,,&,,) which is the image of the basis (&,,&,) rotated by 7/4 radians
around k and E,+, E,- are the components of the complex amplitude of the electric field
expressed in the basis (é,,,&é__), i.e. that E,+, E,- correspond to the left and right circularly
polarized components of the electric field respectively. The equations for change of basis are
given by

E. 2 1 1 E,

_ V2 (1.70a)
E, 2 1 1) \EB,
Ea 2 1 i E:):

V2 (1.70D)
E, .- 2 \1 —-i) \B,

1/2

The factor egce;’” cos0(k)/2, where 6(k) is the angle between the wave vector and a fixed 23-
axis, is a matter of definition which we adopt here as it is convenient for the study of scattering
by surfaces and is reminiscent of the flux per unit area when we derived the efficiencies of the
diffracted modes. The interpretation of the elements of the Stokes vector is then that of the total
flux per unit area for the first element and differences of fluxes per unit area for the component
along two ortonormal polarization states for the remaining elements. With the above definitions,
the Stokes vector can be expressed solely in terms of E, and E, as

|E:|? + | Ey[?
E127 E 2
s:‘%ce;/? cos O(k) [Eal” = 1B . (1.71)
2Re(E,E?)
2Im(E, E?)

Note, however, that in an experimental measurement, one cannot measure directly the complex
amplitudes E, and E, but only intensities. It is therefore the definition, Eq. (1.69), which is
used in practice, since it requires the measurement of the total (i.e. all polarizations) intensity
and of differences of intensity when the wave is analyzed after passing through different
analyzers (which are polarizers). From a computational point of view, it is rather convenient
to work directly with the complex amplitudes.

Now that we have explained how to characterize the polarization state of a plane wave, we
can characterize a sample by the way it influences the polarization state of an incident wave
reflected from or transmitted through it. Let an incident plane wave, whose in-plane wave vector
in the (&, &,)-plane is p,, be scattered by a periodic surface whose average plane is z3 = 0. The
Stokes vector characterizing the incident plane wave is given by S("¢). Let S<X’”)(p0) be the
Stokes vector characterizing the polarization state of the plane wave scattered by the periodic
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surface in reflection (X = R) or transmission (X = T') whose in-plane wave vector is p,,.
Using the notation from the previous subsection, the scattering amplitudes Xg/?(po) yields that
for an arbitrary polarized incident field decomposed into its p- and s-polarization component
Eo(po) = &5 85(Py) + &y, €,1(Pg), the field amplitude components of the nth diffractive mode
are given by

5](';';)(1’0) = X;(z;)(po) gO,p(pO) + X;S?(Po) 50,5(1’0) (1.72a)
£ (pg) = X (Do) €0 (o) + X7 (Pg) &o.4(Po) » (1.72b)

where j =1 or 2 and X = R or T correspondingly. According to our definition of the local p-
and s-polarization vectors, they correspond to the local (&, éy) basis used in the definition of
the Stokes vector. Using Eq. (1.71) for the Stokes vector of the diffractive mode and plugging
Eq. (1.72) we obtain for example

2w (X,n) (M) 2, (o) 2
e En
EOCZO‘jx(Pn) ! P I . |
= |X1(7;T;L) 5'(),p +X;z<7.75l) 80,5 |2 + ‘X\s(;b) gO,;u +X‘£;L> 5'O,s ‘2
= (XS24 1XGP) €0, + (1K + XD 2) 1.0
+ Re [(XPXW* + XPXW) &, 8]
1 n n n n
=5 [1IXS 21X 2 1 X502 XG0 2) (1€0, 2 1 E0, D)
1 n n n n
+ 5 SR+ XSGR = X2 = IXDR] (1€, 12 = 1800 1)
+ 2Re [X;;;)X;g)* +X§;>X§g>*] Re [&,, €]

+ 20 [XG X0+ XX T [€,, 65.4)

)

hence we can write the Stokes element ng’" as a linear combination of the Stokes elements of

the incident wave as

S%X,n) _ ]\/Il(i(,n) Siinc) n A{l(;(n) Séinc) + ]le(;(,n) Séinc) + A/Il(i(n) S;ginC) )

In the above derivation, we have used that Re(zz") = Re(z)Re(2’) — Im(2)Im(z’) and the useful
identity ax 4+ by = (a +b)(x +y)/2 + (a — b)(xr — y)/2. We see in the above equation that the
first element of the Stokes vector for the diffractive mode can be written as a linear combination
of the components of the Stokes vector of the incident wave. Similarly to what we have done
above, we can express the Stokes vector of the diffracted wave as the product of a 4 by 4 real
matrix, known as the Mueller matriz, and the Stokes vector of the incident wave:

S (py) = M) (p) 89 (p ) | (1.73)
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where the elements of the Mueller matrix are given by

a1(po) M

Qjx (pn)

(651 (pO) ]\/[1(;(,n) _

ajx (Pn)
a1(py) M
Qjx (pn) 3
a1 (p

Qjx (p )

a1(py) ]\/Iéi(,n) _

Qjix (Pn)

a1(po) MG —

Qjx (p' )

a1(pPo) ]M(X n) _
Qjx (pn)

a1 (po) MES —
ajx (Py)

a1(Po) (X;n) _
o (p)
al(Po) [(X 71)
Qjx (Pn)

a1(Po) [(X n) _
Qjyx (pn)

ai ( ) ]\[(X ")
Qjx (pn)

(653 (pO) ]\/Lﬁ(,n) _

ajx (Py)

a1(py) M =

Qjx (pn)
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= Re [X{ X" + X x|

) (X n) n n)* n n)*
M = I {X;Z,)X;,g + XX ]

n)|2 n)|2 n)|2 n)|2
X512 = X + X502 = | X0

N = N =

n)|2 n)|2 n)|2 n)|2
(X512 = X2 = XS0 2+ | X (0P
[Xm)X(n)* _ (">X§?)*]
{Xm)X(n)* XX ]
e[X X<">*+X<")X“]

XWX~ X x ]
Re [ X xM* 4 X (W x () ]

Re | Xpp

X(ﬂ)x(n)* X(")X(”)
“Im [X;;L)ng)* + X;J:,’)ng)*]
—Im [ XX - X0 X (]

“Im {X;;;)Xg:)* + Xg;)Xgp*]

= Re [X;;;>X§Q>* - ng;'>X§g>*] .

(1.74a)
(1.74D)
(1.74c)
(1.74d)
(1.74¢)
(1.74f)
(1.74g)
(1.74h)
(1.74i)
(1.74)
(1.74k)
(1.741)
(1.74m)
(1.74n)
(1.740)

(1.74p)

We can thus define a Mueller matrix for each reflected and transmitted diffractive order. The
entries of the Mueller matrix depend of the sample and on the way the sample is oriented with
respect to the incident wave. Indeed, the reflection and transmission amplitudes are dependent
on the angles of incidence and so are the Mueller matrices. More generally, we can define two
Mueller matrices which are functions of the in-plane wave vector of the outgoing elementary wave
reflected or transmitted by a sample. The definition is then analogous to the one presented here

and we have

S (p|py) = M (p|p,) S (py),

and the pre-factor is adapted to a;, (p)/a1(py) instead of o (p,,)/a1(Py)-

(1.75)
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1.3 Radiation of oscillating and rotating dipoles

The present section is devoted to revisiting some useful results about the polarization properties
of dipole radiation in free space. Why do we need to know about dipole radiation when the aim
of this work is to study scattering from surfaces? The answer is: understanding dipole radiation
is crucial for understanding the physics of the scattering from a surface. The knowledgeable
reader may have in mind the dipolar resonance that occurs in metallic particle for example,
hence justifying the present section, as we will study in Chapter 12 the optical response of
metallic particles deposited on a substrate for example. However, we will see in Chapter 10,
that dipole radiation is crucial for understanding the scattering from a simple rough dielectric
surface. The reason is quite simple. A dielectric medium can microscopically be described by a
dense array of scatterers (the atoms) which respond to an electromagnetic excitation in a dipolar
way. This elementary dipole feature of the scatterers will leave a clear signature in the light
scattered from a dielectric system.

1.3.1 Polarization of an oscillating dipole radiation in free space with respect
to the local (&,,&,) basis

We consider here the radiation emitted by a single oscillating dipole in free space. The dipole
of dipole moment D (¥) = d(sind &; 4 cos) &) = d &, is chosen to lie in the (O, &, é;)-plane
and is allowed to be tilted from the x3-axis by an angle ¥ € [0, 7/2] radians, as is illustrated in
Fig. 1.5(a). The dipole is placed in free space at the origin of the coordinate system, oscillates
with angular frequency w and radiates in the far-filed the electric field [17]

2 & xlé xD ‘
w €, X[eT >< (19)] efzw(tfr/c) ,

4megc? 7

Egp(r,t) = (1.76)

where r = r &, = r(sinf cos ¢ &, + sinfsin ¢ &, + cos 0 &;) is the point of observation, and r =
|r|. A well known result is that no power is radiated along the axis of oscillation of the dipole as
can be seen from Eq. (1.76) since &, x D(¥) vanishes in when &, || &,. In addition, the radiation
is polarized as can be seen from the cross products in Eq. (1.76). Indeed, the electric field is
polarized along the vector &," which is the basis vector tangent to a meridian in a spherical
coordinate system (r,6’, ¢') attached to the direction of the dipole moment. Here we are rather
interested in analyzing the polarization of the dipole radiation with respect to a local polarization
basis (&, &;) which mimics that defined in Eq. (1.32), and which is defined with respect to the
propagation direction of the radiation and the plane x3 = 0. These polarization vectors are
defined as &, = ‘Zz%;‘ and &, % are defined with respect to &, in order to mimic the

T les xé, |

local s- and p- polarization vectors attached to a scattering direction along é,.

Remark 1.4. Note that we have

&, =¢& = dd? = cosfcos¢ & +cosfsing &, —sinb &, (1.77a)
1 de, o
8. =8 =1 1 sing &, +cos¢ &, , (1.77b)

which are nothing but the conventional basis vector in spherical coordinates.

The angular dependence of the polarization components of the radiation emitted by the oscil-
lating dipole are then entirely controlled by the following dot products: &, x[&, x &y] - &, and
&, x[&, x &y]-&,. First, it is worth noting that &, x[&, x &,]-&; and &, x[&, x &;]-&, are invariant
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xr3 €3

0 0<d<m/d

x2

(a) Oscillating dipole (b) Rotating dipole

Figure 1.5: Illustrations of (a) an oscillating and (b) a rotating dipole in the (O, &, &;)-plane.
The dipole moment of the oscillating dipole is aligned with a direction making an angle ¢ with
the x3-axis. The dipole moment of the rotating dipole describes an ellipse in the (O, &;,&;)-
plane with its long axis being aligned with xs-axis for 0 < 9 < 7/4 and along the z1-axis for
m/4 < ¥ < /2 according to the definition Eq. (1.83). The special case ¥ = 7/4 corresponds to
a circular motion. In all cases, the ellipse is swept clockwise when viewed from z3 > 0 (i.e. &,
pointing towards the observer).

under the transformation €. — — &,, hence the p- and s-polarization dependence of the dipole
radiation are symmetric with respect to the origin as €, runs over the unit sphere. Second, for
9 €]0, 7/2] radians, the vector identity a x[b x ¢] = (a-c)b —(a-b) ¢ yields

ér X[ér X éﬂ] = (ér 'éﬂ)ér _éﬂ ’ (178)

hence the s-polarization dependence of the dipole radiation reads

8, x[6, x8y] -8, = —8, -8, = —sinVsing. (1.79)

Direct consequences of Eq. (1.79) is that &, x[é, x &;] - &, does not depend on the polar angle ¢
and that it vanishes for all &, in the (&;, &;)-plane [see Fig. 1.6(d)]. The p-polarization component
reads

8, x[6, x&y] -8, =—&,-8, (1.80)

which is a quantity that depends on ¥, 6, and ¢. In the particular case where &, belongs to
the (&;,&3)-plane, there are two directions, é. = £ &, which make the dot product in Eq.(1.80)
vanish. They correspond to the two intersection of the dipole moment direction with the unit
sphere [see Figs. 1.6(a-c)]. We simply recover the known fact that no power is emitted along the
direction of oscillation of the dipole, and this independently of the polarization. More interesting
are cases for which &, and hence €., do not belong to the (&, &;)-plane. By expanding the dot
product in Eq. (1.80) in terms of the angles ¢, 6, and ¢, we obtain the following implicit
equation for the set of point on the unit sphere for which the p-polarization component of the
dipole radiation vanishes

sin? cos @ cos¢p —cos¥ sinf =0, (1.81)
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Figure 1.6: (a-c) P-polarization dependence of the radiation of a tilted dipole in free space,
|&, x[&, x &]-&,]|, as &, runs over the unit sphere for different tilting angles ¥ € {0°,45°,90°}.
(d) S-polarization dependence of the radiation of a tilted oscillating dipole for ¢ = 45°. The
black line in panels (a-d) indicates the direction of the dipole moment. (e-f) oF-polarization de-
pendence of the radiation of a rotating dipole parametrized by ¥ = 45° and ¥ = 30° respectively
(note the orientation of the coordinate system). Figure taken from Paper [2].

or equivalently for non-pathologic cases

tand 1
tanf  cos¢

We verify that for the cases ¢ = 0 and ¢ = 7 radians, we recover that 6 = ¢ and § = 7—1, i.e. the
points of intersection of the dipole moment direction and the unit sphere. For ¢ €] — 7/2,7/2],
we have 0 < cos ¢ < 1. The first inequality implies that tand > 0 (recall that 0 < 9 < /2 hence
tand > 0), and the second implies that tan ¢ > tanf. By the monotony of the tangent function
in the interval [0, 7|, and the continuity of Eq. (1.82) with respect to the variables 6 and ¢, we
deduce that when ¢ varies in | — 7/2, 7/2[ the set of the points of zero traces a curve on the unit
sphere and this curve is latitude-bounded by 6 < 4. By using the aforementioned symmetry of
the polarization dependence of the dipole radiation with respect to the origin (invariance under
the mapping &, — — &), we immediately deduce that when ¢ varies in |7/2, 37/2[ the set of the
points of zero traces a curve on the unit sphere which is latitude-bounded by 6 > 7w — ¢. This

(1.82)
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is well illustrated in Fig. 1.6(b) where | &, x[&, X &y] - &, | is shown as the color map on the unit
sphere. For ¢ = 45°, one can appreciate the curve of zero p-polarized emission which passes
through the north pole of the unit sphere and the intersection point of the dipole moment
direction with the north hemisphere. The degenerate cases ¥ = 0° and ¢ = 90° are also
illustrated in Figs. 1.6(a) and (c¢). For ¢ = 0° the curves of zero polarization emission reduces to
two points (the poles). For 9 = 90° the curves merge to become union of the equator (8 = 7/2)
and meridians ¢ = £7/2. This can be understood from Eq. (1.82) since § must go to zero when
¥ — 0 as tan ¥ vanishes, and, either ¢ must go towards +m/2 or 6 must go towards 7/2 when
¥ — /2 as tan 9 diverges.

1.3.2 Polarization of a rotating dipole radiation in free space with respect to
the local (&_+,é,-) basis

We consider now the radiation of a rotating dipole lying in the (O, &, &;)-plane. We assume
that Eq. (1.76) still holds but we need to modify the dipole moment. The dipole moment can
be expressed in complex form as

D(¥) =d (sind & +icosd &5) = déy . (1.83)

The real vector Re[éy exp(—iwt)] hence describes an ellipse in the (&, &;)-plane whose excentric-
ity is parametrized by ). In the limit cases 9 = 0 and ¥ = /2 radians we obtain an oscillating
dipole along &5 and &; respectively. For ¢ = 7 /4, we obtain a circularly rotating dipole. For
0 <9 <7/4 (vesp. /4 < ¥ < 7/2) the long axis of the ellipse is aligned with the xg-axis (resp.
the z1-axis). We wish to study the polarization of the radiation from such an elliptically rotating
dipole with respect the local left and right circularly polarized basis € , and & _ defined as

. 1 ..
8,1 = 7 (&, +iég,). (1.84)
The o™ -polarization component of the rotating dipole radiation is then measured by
8, x[6, x&g] 8,0 = —&9 -8, , (1.85)
which can be expressed in terms of the angles as®
1 )
&, x[é, x€y] - &,+ = ——= sinvcosfcosp — —= (cos¥sinf — sin¥sin @) . 1.86
T [ T 19] o+ \/5 ¢ \/i ( (b) ( )
The modulus square of Eq. (1.86) hence reads
1 1
|8, x[6, xéy] - &, > = 5 sin® ¥ cos® 0 cos® ¢ + 3 (cos ¥ sin @ — sin 9 sin ¢)? . (1.87)

The directions of zero o -polarized light emission are then obtained if and only if both terms in
the right-hand side of Eq. (1.87) are zero. By setting the first term in Eq. (1.87) to zero, there
are three cases to be analyzed. We need to distinguish whether sin), cos# or sin ¢ vanishes.
First if ¥ = 0, then the second term is zero if and only if the condition sinf = 0 is satisfied.
Such a case corresponds to a dipole oscillating along the z3-axis and its zeros of emission are
the poles of the unit sphere. The cases for which ¢ # 0 are more interesting. If ¢ # 0, then
either = 7/2 (recall 6 € [0,7]) or ¢ = £7/2. Let us first assume that ¢ = £m/2. The second
term in Eq. (1.87) vanishes if and only if

sinf = +tand . (1.88)

5The dot product here must be taken as the Hermitian inner product for complex vectors a - b = Zj ajb;.
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Since sin # < 1, this last condition imposes a constraint on ¥} which must then lie between 0 and
/4 in order for tan? (and hence sin@) to be less than unity. Since § € [0, 7], siné > 0, and
only the case ¢ = 7/2 yields two solutions, 6; and fy symmetric with respect to § = 7/2. This
is well illustrated in Fig. 1.6(f). Assuming now that § = /2, the second term in Eq. (1.87)
vanishes if and only if

sin ¢ = cotan® . (1.89)

The above condition can only be satisfied if 9 €]w/4,7/2] for sin¢ to be less than unity. Then
there are two solutions lying between 0 and 7 (since sin ¢ > 0 for ¥ €] /4,7/2[), and symmetric
with respect to 7/2. In fact, it can be shown that the polarization of the radiation of the rotating
dipole for ¥ €]r/4,7/2[ corresponds to that of a rotating dipole for which ¢ = 7/2 — 9 (e.g.
that from Fig. 1.6(f)) but rotated by 90° with respect to the zs-axis. Indeed, it is clear from
Eq. (1.83) that the mapping ¥ — /2 — 4 rotates the ellipse by 90° around the x9-axis. The
above analysis allows for a very intuitive geometrical interpretation. For ¢ < 7 /4, the rotating
dipole describes an ellipse whose long axis is along the ws-axis. The two directions of zero o™ -
polarized emission correspond to the two directions from which the ellipse is seen as a circle and
with the orientation of the dipole rotation seen as opposite to that of the measured polarization.
In fact, these two directions correspond to pure o~ -polarized emission. This explains why the
zeros of emission are found on the meridian ¢ = 7/2 in that case. For ¥ > 7/4 the ellipse’s long
axis is along the xi-direction, which explains the fact that zeros are found on the equator. By
symmetry, the zero scattering direction of the o~ -polarized emission are symmetric to those of
the o -polarized emission with respect to the (&, &;)-plane. In the degenerate case ¥ = /4, the
two solutions merge into one, (6,¢) = (7/2,7/2) i.e. that &, = &,, as illustrated in Fig. 1.6(e).

1.4 Reflection and refraction at a planar interface

1.4.1 Reflection and transmission amplitudes

In the case of a planar interface the scattering problem for an incident monochromatic plane
wave reads: find (Escat; Hscat) such that

AF(r)+% ¢ F(r) = VreR2 xR,
AF(r)+ % e F(r) = VreR2x R* | (1.90a)
é;;xlirr}) [F(x+neés)—F(x—nés)]=0 Vx e R? x {0}.

n—

0
0

Here F is either the total electric field E or magnetic field H, the notation x € R? x {0} must be

understood as x a point in the plane 3 = 0 and 7 is a positive real number. The last equation,
is the condition of continuity of the tangential component of the electric and magnetic fields at
the boundary. Note that we have dropped the frequency dependence as we study the scattering
of a monochromatic plane wave in the linear regime. To be more accurate, as explained in the
previous subsection, the solution of Eq. (1.90) is not unique. Indeed, we have not yet explicitly
stated the incident field. The incident electric field is described by a monochromatic plane wave
incident from medium 1 (z3 > 0) and given by Eq. (1.33), which we recall here omitting the
time dependence

Ey(r) = exp (Z ki (Po) - 1") [go,p é;,l(po) + 504,5 és(po)] .
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We introduce F 5 the restriction of F respectively in the domain R? x R% and R? x R* . It can
be shown that the reflected field and the refracted field consist each of a plane wave and read

Escat,l(r) = eXp (Z kT(Po) -r) [Pp(Po) 504; é;l(p()) + ps(Po) 50,5 és(po)] (1.91a)
Egcat,2(r) = exp (Z k3 (Po) - r) [Tp(po) Eop é;;z(Po) + 75(Po) o, és(Po)] : (1.91b)

Remark 1.5. Equation (1.91) contains a few results worth mentioning. First, in view of the
wave vectors of the reflected and refracted wave, ki (p,) and k; (pg) respectively, we note that
their projection onto the (&, &,)-plane are identical to the projection of the wave vector of the
incident wave, namely p,. In other words, the projection of the wave vector onto the plane of the
interface is conserved under reflection and refraction. This is the well-known, Snell-Descartes
law. Second, the amplitudes for the p- and s-polarization components are proportional to the
amplitudes of the p- and s-polarization components of the incident wave respectively. In other
words, the p and s components of the scattering are decoupled (i.e. Rsp = Rps = Tsp = Tps = 0,
compare Eq. (1.91) with Eq. (1.35)). These properties can be summarized in terms of the
reflection and transmission amplitudes (i.e. in Fourier space, see Eq. (1.35)) as

R(p|py) = (2m)26(p — py) pp(Bo) 0 . (1.92a)
0 ﬂs(Po)

T(p o) = )60 —po) | "2 0] (1.92b)
O Ts(pO)

The complex amplitudes p, and 7, are known as the Fresnel amplitudes and are given by [17]

a1(po) — @2(Py)

pa(po) = a1(pg) + a2(Py) (1952
_ €201(Py) — €102(py)

Pp(p()) - €201 (po) 4 61a2(P0) (193b)
_ 2al)

Ts(p[)) - al(po) T a2(p0) (193C)

7p(Po) = 2 /€162 1(Po) (1.93d)

e201(Py) + €102(pg)

For loss-less media (e € R), we can verify that the sum of the efficiencies of the reflected and
refracted wave is unity, i.e. that the electromagnetic energy is conserved, that is

Ra + Ta =1 ) (1.94)

where here we have denoted by R, and Ty, the efficiencies of the reflected and transmitted wave
(see Eq. (1.68) for the definition of the efficiency), which are also known as reflectivity and
transmittivity in this context, and read

Ra(Po) = |pa(po)l® (1.95a)
T, (po) = 222 pr ) (195b)
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Figure 1.7: Reflectivity and transmissivity for the scattering of a p- and s-polarized plane wave
by a planar interface between two dielectric media as a function of the angle of incidence 6.

For dissipative media (Ime > 0) the sum of efficiencies is smaller than unity, as electromagnetic
energy is absorbed in the dissipative medium and eventually converted into heat. We illustrate
in Fig. 1.7 the variation of the reflectivity and transmittivity for p- and s-polarized waves as
functions of the angle of incidence 6y for dielectric media, both in the case where the excitation
is incident in the optically less dense medium (e€; < ez, Fig. 1.7(a)) and in the case where the
excitation is incident in the optically denser medium (e1 > e, Fig. 1.7(b)). Two well-known
phenomena are illustrated in Fig. 1.7. First, the phenomenon of total internal reflection can be
observed in Fig. 1.7(b) in the case of reflection in the optically denser medium. There exists, in
this case, a critical angle of incidence, 8y = 6, = arcsin(nz/n1), above which the power incident
on the surface is entirely reflected. This does not mean, however, that no wave is present in
medium 2. The wave in medium 2 is evanescent as the norm of its in-plane wave vector is
larger than nsw/c, which translates the fact that the phase velocity of the wave is larger than
that allowed in medium 2. The wave is hence bounded to the surface. The presence of the
evanescent wave can be revealed for example with the phenomenon of frustrated total internal
reflection in which a third medium, say with €3 = €1, is placed in the vicinity of the interface
between media 1 and 2. The power of the incident wave is hence redistributed between the
reflected wave and the one transmitted in medium 3, as photons are allowed to tunnel through
the thin gap between media 1 and 2 with appreciable probability; the thinner the gap, the
larger the probability (we take here a quantum mechanical picture for simplicity). The second
phenomenon of interest which is present in both configurations considered in Fig. 1.7 is the
so-called Brewster or polarizing angle. For p-polarized light, there exists an angle of incidence
6y = Op = arctan(nz/n1), known as Brewster’s angle, for which the reflected wave disappears.
Contrarily to the phenomenon of total internal reflection, it is really the reflected wave which
disappears in the sense that the reflection amplitude vanishes, and not even an evanescent
wave is present. At the Brewster angle of incidence, unpolarized light is then reflected with a
purely s-polarized state, hence the denomination of polarizing angle. This phenomenon can
be interpreted at different level of depths of understanding. One way of understanding the
Brewster effect is to first acknowledge the zero of the reflection amplitude for p-polarized light
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and to ask ourselves how were the Fresnel coefficients derived and what is the fundamental
difference between p- and s-polarized light. The Fresnel coefficients are usually derived by
assuming the presence of three plane waves of same linear polarization (p or s): the incident,
the reflected, and refracted waves. What determines the precise expression of the Fresnel
coefficient for s- or p- polarized light is directly linked to the boundary conditions. In both
cases, the problem of vector wave scattering reduces to a scalar problem but the boundary
conditions at the interface are different. The zero of reflection amplitude for p-polarized light
at the Brewster angle can then be interpreted as a situation of impedance matching, i.e. a
configuration in which the refracted wave only is necessary to satisfy the boundary conditions
together with the incident wave. This picture can be taken even further by claiming that the
incident wave and the refracted wave, seen as one unified mode, is in some sense a not bounded
eigenmode of the system, similar to a surface plasmon polariton which is a eigenmode bounded
to the surface on both side of the interface (see next section). Such an interesting picture is
motivated and well illustrated in [7]. Although these considerations give a somewhat clarified
mathematical intuition of the phenomenon, the underlying physical mechanism remains rather
obscure. It is thus time for the next questions: where do the different boundary conditions come
from, and what do they physically mean? The boundary conditions across an interface between
two media are encoded in the Maxwell equations, Eq. (1.1), taken in the sense of distribution,
equations which we have deliberately taken for granted. In fact, these equations are the result
of a modeling of the response of a medium, composed of atoms, from a microscopic picture
to a macroscopic picture averaged over many atoms. The details of such a modeling would
take us too far beyond the scope of this work, and we only need here to make one simple
but important remark. An atom is composed a positively charged nucleus and negatively
charged electrons. Hence, from the point of view of its interaction with light, an atom can be
modeled at the simplest level of sophistication as a dipole. It is thus expected that appropriate
macroscopic description of continuous media should retain the fundamental dipole character of
the underlying discrete constituents of the medium. This is well hidden in Maxwell equations,
but it is there. We can hence hope for a microscopic picture of the Brewster phenomenon
in terms of dipole radiation. The commonly accepted picture for explaining the Brewster
phenomenon in the case of a plane wave incident on a vacuum/dielectric interface is that the
dipoles in the dielectric medium oscillate along the electric field of the refracted wave. Since
an oscillating dipole does not radiate any power along the direction of oscillation, a vanishing
reflected wave is observed when the direction of propagation of the reflected wave (which is
produced by the response of the dielectric medium, i.e. the sum of all dipoles radiation) is
colinear to the direction of oscillation of the dipoles in the dielectric medium. In other words,
the Brewster phenomenon is observed when the wave vectors of the reflected and refracted waves
are orthogonal. Although the above picture is somewhat satisfactory, it must be complemented
with some remarks and a more subtle analysis. In the case of internal reflection, the Brewster
phenomenon also occurs even though no dipole is present in the vacuum. This seems to indicate
that the reflected wave, which is still produced by the response of the dielectrics but as the
medium of incidence this time, vanishes although the dipoles supposedly oscillating now along
the direction of the electric field of the incident wave are not oriented along the wave vector
of the reflected wave. This issue has been clarified, to the best of our knowledge, by Doyle
in 1985 [27] based on the concept of the Ewald wave-triad introduced by Ewald back in 1916
[28] when deriving the Ewald-Oseen extinction theorem based on principles of microscopic optics.

We would like to stress here that we have chosen to take the above discussion at a very conceptual
level without motivating our claims with too much mathematical details. The reason for this
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choice is that we only want to prepare the reader to a more in-depth analysis and generalization
of this discussion in the case of light scattering by a weakly rough interface in Chapter 10. In
particular, the Fresnel coefficients will be revisited in details using a scalar-polarization factoriza-
tion which follows very naturally from the reduced Rayleigh equations and which were discussed
by Doyle in [27]. Such a factorization of the Fresnel coefficients is fruitful for understanding the
physics from a microscopic picture and will be analyzed in details in Chapter 10.

1.4.2 Surface plasmon polariton

So far we have been paying attention to waves reflected from and refracted through a planar
interface assuming that the incident wave was propagating, as coming from infinity. We have
seen that in the case of total internal reflection the refracted wave is evanescent in the optically
less dense medium while the reflected wave propagates away from the surface. We are now
asking ourselves whether evanescent waves, bound to the surface from the two sides can exist.
The answer is yes, but under some conditions. In particular, we are looking for non-trivial
solutions of the homogeneous problem in which no sources are present. In other words, we are
looking for surface waves that are propagating freely along the surface without coupling out
to modes propagating away from the surface nor from incoming propagating waves. Assuming
loss-less non-magnetic isotropic media, it can be shown that such a mode can exist if (i) the
dielectric constants of the two media are of opposite sign, and (ii) that the wave is p-polarized.
In addition, a specific condition is required for the wave vector of the wave as we will soon see.
Assuming €; > 0 and €2 < 0, all these conditions can be derived by assuming a field taking the
form of a plane wave evanescent on both side of the surface as

Ei(r) =exp (ik{ (p) 1) A, (1.96a)
E,(r) = oxp (ik3 (p) ) A, (1.96b)
\p|>\/§%7 (1.96¢)

where A; and A, are constant amplitudes. We then can infer the required conditions for
satisfying the boundary conditions (see e.g. [8]). In order to avoid a lengthy derivation which
can be found in textbooks on plasmonics [8], we simply take a short cut which makes use of
the Fresnel coefficients and which we motivate by an analogy with the response of a harmonic
oscillator. For a harmonic oscillator, it is known that when excited at an eigen-frequency with
an external force, the response of the system is resonant and the oscillation becomes unbounded.
The idea is then to look for conditions which would make the Fresnel coefficients diverge. It is
clear from Eq. (1.93) that the denominator for s-polarized light, a; + a2, never vanishes however
the dielectric constant and incident wave vector is chosen, which hints at the fact that there
does not exist any s-polarized eigen-mode. However, the denominator for p-polarized light,
€20v1 + €19, may vanish if €; and €2 have opposite signs. In addition, the corresponding in-plane
wave vector, pgpp, is thus such that

€201 (pgpp) + €102(Pgpp) = 0. (1.97)

Together with the dispersion relations in both media, \k]i (Pspp) | = €jw?/c?, we can solve for
the in-plane wave vector as a function of the dielectric constants to obtain

€1€2 1/2 w
_ = 1.98
| Pspp | (61+62> . ( )
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Figure 1.8: Dispersion curve for a surface plasmon polariton propagating along a planar surface
between vacuum e€; = 1 and a loss-less Drude metal e5 = 1 —wg / w?. The dashed lines indicate the
light line, i.e. the dispersion curve for a grazing wave propagating in vacuum and the asymptotic
line of the SPP dispersion curve.

Equation (1.98) is the dispersion relation for a surface plasmon polariton propagating along a
planar surface between a dielectric and a metal. Note that due to the rotational invariance of
the system, no privileged direction can be inferred which is the reason for only knowing the
norm of the in-plane vector. However, when excited, the excitation may break the symmetry
and lead to a specific direction for pgpp. It is instructive to consider the dispersion curve of a
surface plasmon polariton on a planar interface between vacuum and a metal whose frequency
dependent dielectric function is modeled by a Drude model (see Eq. (1.17)). The dispersion
curve is illustrated in Fig. 1.8. From the dispersion curve in Fig. 1.8, it is clear that the norm of
the in-plane wave vector of a SPP is larger than that of a grazing wave propagating in vacuum,
as the dispersion curve lies to the right of the so-called light line. This would also occur if we
had a dielectric with €; > 1 as medium 1 and the dispersion curve would lie to the right of the
line of equation | p | = \/e;w/c. Consequently, a SPP on a planar interface cannot be excited by
an incident progressive (propagating) wave. There exists essentially two ways to excite a SPP
with electromagnetic waves. The first idea is to excite a SPP by the use of an evanescent field
decaying away from another object which when taken close to the surface excites a SPP as the
evanescent field may couple to a SPP. Examples of such a set up are the Otto and Kretschmann
configurations [8]. The Otto configuration consists in approaching a prism close to the metallic
surface and in shining light in such a way that the light reflected inside the prism would undergo
total internal reflection in the absence of the metal. The evanescent field on the side of the
prism facing the metallic surface leaks the metal and may excite a SPP at the vacuum/metal
interface. Alternatively, a prism can be placed directly on top of a thin metallic film and a SPP
may be excited on the metal /vacuum interface; this is the Kretschmann configuration. A second
idea to excite a SPP is to consider a corrugated interface instead of a planar one. As will be
discussed in the next section, a periodic grating diffracts an incident plane wave into a set of
plane waves which propagate with specific wave vectors given by the grating formula, as well
as a set of evanescent waves. In the case where such an evanescent mode has a in-plane wave
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vector close to that of a SPP, a resonance may occur. More generally, SPP may be excited by
corrugations or defects on a metallic surface.

Remark 1.6. We would like here to precise a terminology that may at time lead to confusion.
We talk of an evanescent wave for a wave whose intensity decays exponentially in the direction
orthogonal to the average plane of the interface. The term of superficial wave or bounded wave
may also be found in the literature. These are not necessarily resonant modes such as the ones
described above like a surface plasmon polariton which is special type of evanescent wave being
solution of the homogeneous problem. The term of surface wave may be found in the literature
to designate such specific resonant waves.

1.5 Scattering by a periodic surface

1.5.1 Diffractive orders and the grating formula

In the case of the scattering of a monochromatic plane wave by a periodic surface, or grating, it
can be shown that only a discrete set of wave components are allowed in the scattered field. The
in-plane wave vectors of the scattered waves are given by the grating formula, stating that the
difference between the in-plane wave vector of a scattered wave and the in-plane wave vector of
the incident wave must lie on the reciprocal lattice of the surface (see Fig. 1.9). Mathematically,
for a surface whose periodicity is characterized by the two primitive lattice vectors a; and a,,
the scattered field may be written as

sca ikE r ikt . d2p
B () = 3 B (pg)e!ts (P = / 2(%9(2 EE“(powppe)) SRR S (199)

)
LeZ? £L€72 (27{')2

where the in-plane wave vectors (p,)gcz2 are given by

P =Py +GY, (1.100)

and where p, denotes the incident in-plane wave vector and G® is a reciprocal lattice vector
defined by

GO =¢, b+l b, . (1.101)

Here b; and b, are the primitive reciprocal lattice vector defined by the relation

a;-b, =2m6;  forije{1,2}. (1.102)
Based on Eq. (1.99), the reflection and transmission amplitudes are then of the form
X (p|po) = (21)* ) d(p —pr) XU (py) (1.103)
Lez?

where X = R or T. In addition, by using the dispersion relation |k (p,)|*> = & w?/c?, the
only waves that have an in-plane wave vector smaller than /€ w/c can propagate in medium [
while the remaining are evanescent waves. For the propagating waves, the polar and azimuthal
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Figure 1.9: Illustration of the grating formula for a square grating. The in-plane wave vectors
allowed in the scattered field expansion differs from the incident in-plane wave vector p, by a
reciprocal lattice vector. The wave components, or modes, whose in-plane wave vector lies inside
the blue disk of radius /€ w/c are the only modes allowed to propagate in medium I, while the
modes with in-plane wave vector outside the disk are evanescent in medium .

angles of scattering, Ol(l) and ¢§£)7 between the normal to the average plane of the surface and
the diffracted wave vector kf(pe) are then given by

\/a% sin 0 = | py | (1.104a)
cos ¢(® = p“; jl (1.104b)
sin ¢? = p‘“p' jz . (1.104c)

For a one dimensional grating illuminated under non-conical incidence (i.e. with the plane of
incidence perpendicular to the principal direction of the corrugations) the grating formula for
the scattered angles takes the well-known expression

A
ny sin@l(e) =nq sinfy + 01 — . (1.105)
a

1.5.2 Rayleigh and Wood anomalies

In a reflectivity measurement of a periodic grating, when the light intensity reflected specularly
from the grating is recorded as one varies the angle of incidence or the wavelength of the
source, the recorded intensity may experience sudden variations when crossing specific angles
of incidence or specific wavelengths. Depending on the incident polarization and whether the
material composing the grating is a metal or a dielectric, one may observe two types of such
anomalies. Some occur as sharp changes of intensity, making edges in the intensity spectrum,
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and can be observed regardless of polarization and the material constituting the grating. Other
occur as broader variations over a spectral or angular range only for metallic grating illuminated
under p-polarization. These two types of anomalies are known as Rayleigh (or Rayleigh-Wood)
and Wood anomalies respectively. The next paragraph gives a brief historical development
for the understanding of these two types of anomaly based on a more complete and excellent
review written by Maystre in chapters 1 and 2 of Ref. [7] and the references therein. Then the
physical interpretation of these phenomena will be illustrated in some more details.

The so-called Wood anomalies were observed by Wood in 1902 while studying the reflection of a
spectrally continuous source of light by a metallic grating which he named ”singular anomalies”
and he made the crucial remark that they could only be observed for p-polarization [29]. Lord
Rayleigh attempted to give an explanation of these anomalies using arguments based on the
apparition or disappearance of propagating diffracted modes at grazing emergence and could
predict within a few percent accuracy the spectral positions of the anomalies based on the grating
formula [30, 15]. The small deviation between Lord Rayleigh’s calculation and the positions of
the anomalies observed by Wood were believed to be due to poor knowledge of the precise value of
the grating period. Only thirty years later, did Strong [31] complement Rayleigh’s conjecture by
distinguishing two types of anomalies as he studied experimentally the light reflected by gratings
with identical period but made of different materials and different profiles. Strong concluded
from his study that on the one hand ”the dark band [anomaly] has a sharp edge which falls
at the wave-length predicted by Rayleigh’s relation at a position which is independent of the
nature of the film which develops the band” and on the other hand ”the bright band is displaced
from the dark band an amount which depends on the nature of the metal film” [31]. In other
words, Rayleigh’s conjecture only explains the sharp anomaly which only depends on the period
of the grating and angle of incidence while the anomalies observed by Wood seemed to be
rather of the second type described by Strong, and cannot be explained purely on geometrical
consideration, such as the grating formula, since the positions of the anomalies depend on the
material. Considering these new insights, Fano gave the first modern theoretical explanation of
the Wood anomalies based on the excitation of surface plasmon polariton, although the term of
surface plasmon polariton and its condensed matter interpretation appeared later. The terms
used by Fano was "forced resonance” of ”superficial stationary waves” and ”quasi-stationary
waves” (”superficial wave” must be read as a synonym of evanescent wave and ” quasi-stationary”
refers to damped SPP), but apart from the terminology, Fano’s interpretation and calculations
correspond to that of the excitation of a SPP [32]. As pointed out by Strong, Fano made the
distinction between the Rayleigh anomaly, edge in the intensity spectrum, from the broad or
7 diffuse” Wood anomaly which starts from the Rayleigh edge and consists of a dark band followed
by bright band red-shifted from the Rayleigh edge. Fano derived, based on a perturbative
solution of the Rayleigh method to second order in the surface amplitude, that (i) the diffraction
amplitudes of all modes should exhibit a step at the passing off of a grazing diffracted order (and
it was also noted that the jump may or may not be significant depending on the parameters of
the system), and (ii) that the Wood anomaly occurs as an evanescent diffracted mode has an in-
plane wave vector approaching that of the SPP which was predicted to be always slightly larger
than the wave number in vacuum hence explaining the red-shift with respect to the Rayleigh
edge, and (iii) the broad nature of the Wood anomaly is analogous to that of the resonant
amplitude of a damped oscillator. The theoretical and phenomenological understanding of the
Wood anomalies were then subsequently developed through experimental and theoretical studies
(see e.g. [33]).
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Rayleigh anomalies

A Rayleigh anomaly may be observed as an edge in the efficiency of diffracted modes in either
the medium of incidence (reflected mode) or in the medium of transmission (transmitted
mode) as one varies the angle of incidence or the wavelength of the incident light. As an
illustrative example, let us consider the situation depicted in Fig. 1.10. A one-dimensional
grating is illuminated under non-conical incidence by a plane wave with a wavelength larger
than the lattice constant and such that for not too large angles of incidence only the zero order
reflected and transmitted modes are allowed to propagate (Fig. 1.10(a)). For such a small angle
of incidence, the discrete modes with in-plane wave vectors p, for £ # (0,0) lie outside the
propagation disk both in the medium of incidence and the medium of transmission, and hence
are evanescent modes in both media, as represented by the red fins in Fig. 1.10(a). Now, by
increasing the angle of incidence, their will be a certain angle at which the mode P(_10) will lie
exactly on the boundary of the propagation disk in the transmitted medium (assuming here
dielectric media with €; < e2). In other words, for an angle of incidence just below this critical
angle the mode given by P10 is evanescent in medium 2, while for an angle of incidence just
above this critical angle this mode propagates in medium 2 with grazing angle of scattering.
This transition from an evanescent to a propagating mode is associated with the opening of
an additional channel in which the radiated power can be transported. Consequently, we
may observe a re-distribution of the scattered power shared between zero order reflected and
refracted modes and the transmitted mode characterized by £ = (—1,0), hence featuring
a sudden variation in the reflectivity and transmissivity measurements (for which only the
power radiated by the zero orders is recorded). Note that during this transition, the reflected
mode £ = (—1,0) is still evanescent. By further increasing the angle of incidence, we may
reach other critical angles for which consecutive transitions from evanescent to propagating
modes in either media can occur. Note that if we had started with a wavelength smaller
than the lattice constant, some propagating diffractive order would already be present at
normal incidence. By increasing the angle of incidence, some transitions from evanescent to
propagating modes may occur, as previously illustrated, but also transitions from propagating
to evanescent modes can occur as well. The reader may consider for instance the mode £ = (1, 0).

We have considered in the previous discussion the evanescent-propagating transitions when
varying the angle of incidence and fixed wavelength. We may be interested by fixing an angle
of incidence, and then varying the wavelength instead. In this case, the disk of propagation will
have varying radius. Therefore, we way observe evanescent-propagating transitions at discrete
wavelengths (or equivalently photon energies) when an in-plane wave vector p, is crossed by
the varying boundary of the propagating disk.

Now extending the discussion to the more general case of a two-dimensional lattice, we may ask
the following question. What is the set of points in the parameter space (6, ¢, ), or equivalently
(60, @0, hw), that are associated with an evanescent-propagating transition of a given mode £ in
a given medium? Such a set of points may in general draw a surface in the (6, ¢o, \) space,
and we will refer to such surfaces as Rayleigh surfaces. If one fixes one of the parameters, say
A, we may refer as Rayleigh lines the subset of a Rayleigh surface intersected by the plane
characterizing the fixed parameter (e.g. A\ = constant). To obtain the equation of a Rayleigh
surface, it suffices to take the square modulus of the grating formula and set | p, |? = g w?/c? to
translate the fact that p, must lie on the boundary of the propagation disk for the medium [ at
the transition. We then obtain the equation of the Rayleigh surface for the mode £ in medium
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Figure 1.10: Illustration of a Rayleigh anomaly. Dielectric grating with period a < A, illuminated
at an angle 0y such that: (a) only the zero reflected and transmitted diffractive orders are
allowed to propagate by the dispersion relation, (b) the transmitted diffractive order £ = (—1,0)
is allowed to propagate with grazing direction. By increasing the angle of incidence from (a)
to (b), the evanescent wave characterized by the order £ = (—1,0) in the substrate becomes a
propagating wave.

[ as
2
IPo+ Gyl =¢ % (1.106)
w . . . . N 2 w?
|\/E: (sin By cos ¢ €1 +sin by sin g €2) + G, | = ¢ = (1.107)
It can also be written as
A\ A\
<\/a sin g cos o + Gy - €1 %> + (\/a sinfp sin ¢g + Gy - €2 %) =¢. (1.108)

In the special case of rectangular lattices, of lattice constants a1 and ay along the x1- and xs-axis
respectively, we have simply

A\’ A2
(\/61 sin 0y cos ¢ + £1 —) + (\/61 sin g sin ¢g + Lo —) =¢. (1.109)
ay a2

Note that in general, for a skewed lattice ¢1, {2, the norms a1, a2 of the primitive lattice vectors
and the angle between them, ¥, may contribute in both terms of Eq. (1.108). For a skewed
lattice defined by the primitive lattice vectors

a; =a1é (1.110a)
a, = ay (cos¥ €y +sindéy) (1.110b)

and the corresponding primitive reciprocal lattice vectors read

b, = 2 (él LI ) (1.111a)

aq B tan19e2
27
b, = € . 1.111b
as sin ©2 ( )
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Figure 1.11: (a) Illustration of a Wood anomaly. Metallic grating illuminated at an angle 6y such
that one of the evanescent diffracted mode excites a surface plasmon polariton as p, = pgpp. (b)
Total efficiency and efficiencies of the zero and -1 orders reflected from a silver one-dimensional
sinusoidal grating as a function of the angle of incidence for p-polarized light. The wavelength
is equal to A = 476 nm, the period is equal to a = 1210 nm and the amplitude of the sinusoid is
H =95 nm (i.e. that the peak to dip height is 2H = 190 nm. The vertical dashed lines shows the
expected positions of the Rayleigh anomalies according to Eq. (1.109). The results were obtained
from computer simulation based on the reduced Rayleigh equations, a method which will be
presented in the remaining of this work. The presented system was considered experimentally
and numerically respectively by Hutley and Bird [34], and McPhedran and Maystre [35].

Hence the equation for the Rayleigh surface reads

. A\? L ) A
(\E sin 0y cos ¢ + {1 aT) + (\/a sin 0 sin ¢g + £ s lq o tanﬁ) =¢. (1.112)
Remark 1.7. There is a Rayleigh surface associated with each choice of mode £ = (¢, ¢2) and
medium.

Remark 1.8. The media may be dispersive, hence €; = €;(\) and ez = €3(\), which indicates
that finding the Rayleigh surfaces, or Rayleigh lines, may require solving Eq. (1.108) numerically.
If the media are non-dispersive, solving Eq. (1.108) reduces to finding roots of a polynomial of
degree two.

Wood anomalies

Let us consider a metallic periodic grating as depicted in Fig. 1.11(a). Consider first that one
starts by setting an angle of incidence such that the £ = (1,0) mode propagates in medium
1, and then we increase the angle of incidence. For a certain angle of incidence, given by
Eq. (1.112) for a fixed wavelength and azimuthal angle, the order £ = (1,0) turns evanescent
and we obtain a Rayleigh anomaly as described in the previous paragraph and one observes a
sharp edge in the efficiency as a function of the angle of incidence. At the Rayleigh anomaly
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the norm of the in-plane wave vector for the mode £ = (1,0) is by definition equal to \/e1w/c.
By increasing further the angle of incidence, the norm of the in-plane wave vector increases to
be larger than /€jw/c and approaches the resonant in-plane wave vector for a surface plasmon
polariton, pgpp. Recall from Section 1.4.2 that we have derived that the norm of the in-plane
wave vector for a SPP is larger than \/€jw/c for a planar interface. This fact remains valid for a
slightly corrugated grating where the corresponding resonant wave vector can be expected to be
only slightly perturbed from that of a planar surface, or in other words, the dispersion curves
for the SPP in each case would be rather close. In an analogous way to a harmonic oscillator,
a divergence may be obtain in the scattering amplitudes at p, = pgpp for a loss-less metal.
In practice, metal are dissipative and it is rather the behavior of a damped oscillator which
is observed, characterized by a broad variation of the scattering amplitudes, or of efficiencies
for the modes which propagates. Indeed, for dissipative metals, the resonant in-plane wave
vector has complex valued components and cannot be reached by p, which has real valued
components, hence the broad and bounded nature of the response as p, = pPgpp-

Figure 1.11(Db) illustrates the above discussion in the case of a one-dimensional sinusoidal grating
made of silver. The total efficiency (sum of efficiencies of all propagating modes) as well as the
efficiency of the zero and -1 orders are shown as a function of the angle of incidence 6y for
non-conical incidence. The sharp Rayleigh anomalies are visible in all curves at the passing
on and off of various diffracted mode whose positions predicted from Eq. (1.112) are indicated
by the vertical dashed lines. Furthermore, broader variations in the efficiencies are observed as
the various evanescently diffracted modes excite a SPP. The results shown in Fig. 1.11(b) are
computer simulations obtained based on the reduced Rayleigh equations, which is the method
which will be discussed at length in the remaining of this work. This example can be considered
as a first non-trivial benchmark test for the method since the obtained results are in excellent
agreement with those obtained numerically by McPhedran and Maystre in Ref. [35] and the
experimental measurements made by Hutley and Bird in Ref. [34] for the grating described in
the figure caption. The reader is invited to compare the results provided in Fig. 1.11(b) with
those obtained in the aforementioned references.

1.6 Scattering by a randomly rough surface

When an optically coherent source of light, such as a laser beam, is scattered from a randomly
rough surface, we have all experienced that the intensity of the light scattered in all directions
can be described, roughly speaking, as the sum of two components. One that corresponds to a
strong specularly scattered peak, and one that is a diffusely scattered background of speckles.
We need to precise what is meant by diffuse and to introduce some related jargon that is
often encountered in the literature and that, unfortunately, may be source of confusion when
describing some physical phenomena. In the following sections, we will first explain how random
surfaces following the same statistical laws are described mathematically so that we have a better
understanding of the type of system considered. Then some vocabulary will be introduced related
to the scattering of light from randomly rough surfaces as well as the definition of the mean
differential scattering coefficients, which will be the observables of interest when studying the
scattering from randomly rough surfaces in this thesis.
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1.6.1 Mathematical description of a random surface

In this thesis, devoted to the theory of the reduced Rayleigh equations, all the considered
surfaces may be described by an equation z3 = ((z1,29) = ((x), where x = x1 & +u2 &,
represents a point in the plane (O,&,,8&,). The surface is then characterized by a function ¢
of the two in-plane variables (x,z2) (see illustration in Fig. 1.3). To define random surfaces,
we need a probability space (Q,F,P) where Q is a sample space, F is a o-algebra on
and P a probability measure on (2, F). Let the plane R? be an index space, a stochastic
process, {Zx}xecr2, is a family of random variables Zyx defined on (Q,F,P) and indexed
by x € R2. A realization of the stochastic process is then the set of values, indexed by
R?, taken by the random variables Zy(w) for an outcome w, i.e. that a realization of a
stochastic process can be viewed as a function defined by ¢, : x € R? = (,(x) = Zx(w).
It is the latter notation which we will adopt, by rather having w as an index and x as an
argument of the realization function since we find it closer to the intuition that ”for each
outcome w, one has a realization of the function ¢”. It is merely a reshuffling of notations
suiting better the physical intuition rather than the probabilistic one. What is important
to remind is that for each outcome of the sampling space w € €2, one obtains a function (.
The values taken by (, at a given point x € R? describes a random variable when viewed
as a function of w, i.e. precisely Zx. Hence we will denote the corresponding random vari-
able simply by ((x) instead of Zx, and it has to be understood as ((x) : w € Q — (,(x) = Zx(w).

We will now make some assumptions on the properties we want a stochastic process to have.
First, we want the realizations of the stochastic process to be continuous with respect to x, i.e.
that the realizations (, are continuous. This is indeed a rather natural property one may expect
from a physical surface. Moreover, one may wish the realization functions to be differentiable.
Second, we will assume that all the random variables (remember indexed by x) ¢(x) follow the
same law of probability, i.e. that the law of probability is independent on the point x. For
example , the random variable ((x) could follow a Gaussian law of probability, i.e. that the
cumulative probability for ¢(x) would of the form

P(¢(x) < 2) = % /Z exp (—M) dz’. (1.113)

oo 202
In particular, this implies that all the random variables have same average and variance. By a

arbitrary choice of the origin of the coordinate system the average can be chosen to be zero and
we have the following properties

(€(x) =0, (1.114)
%, (1.115)

where the angle bracket denotes an ensemble average over realizations of the stochastic process.
The constant o > 0 hence denote the standard deviation of surface height with respect to the
average plane 3 = 0, and is often called rms roughness in the literature.

Remark 1.9. Note that in principle one may define a stochastic process such that the average
(¢(x)) may depend on x as well as the higher moments of the random variable. We discard this
possibility for simplicity.

For a Gaussian height distribution, it is enough to give the two first moments to define completely
the law of probability. We have now described how the probability measure of surface height
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Figure 1.12: (a, b) Two dimensional portion of a computer generated realization of a random
surface with Gaussian height probability density with zero mean and rms roughness o = \/10
with Gaussian auto-correlation function characterized by a correlation length equal to (a) a = A
and (b) a = A/4. (c) One dimensional cuts of the surfaces in (a) and (b) along a plan o =
constant. (d) Graphs of the auto-correlation functions.

at a given point x may be defined. However, it remains an additional degree of freedom, which
is the lateral correlation between two points on the surface. In terms of random variables, we
must define the covariance between two random variables ¢(x) and ((x’) indexed by two points
x and x'. This defines the so-called auto-correlation function W : (x,x’) € R? x R? R as

(CEIC)) = 0 W(x,x). (1.116)

Note that with this definition, we have W(x,x) = 1. In practice, the auto-correlation may
only depend on the difference of positions, i.e. that the auto-corralation can be of the form
W (x — x') which means that the absolute position on the surface does not matter, the surface
looks homogeneous in terms of correlation, but it may still be anisotropic. If in addition the auto-
correlation is anisotropic, the auto-correlation function only depends on the distance between
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two positions, i.e. that the auto-correlation function can be of the form W (|x — x'|). Typically,
the auto-correlation will be a decaying function of the distance between two points. Physically,
the heights at two points on a surface are expected to be more correlated if they are close than if
they are distant. The characteristic decay length of the auto-correlation is called the correlation
length. Examples of an isotropic Gaussian and an exponential auto-correlation functions are
given in Eq. (1.117). The correlation length is denoted a > 0.

2
Waauss(X,X') = exp (Jxai;d) , (1.117a)

_ o~
Wexp(x,X") = exp (—M) . (1.117b)

a

Moreover, a quantity of interest when the auto-correlation function only depends on x — x’ is
the so-called power spectrum g, defined as the Fourier transform of the auto-correlation function

9(p) = /W(X) exp (—ip - x)d’z (1.118)

For example the power spectrum for the Gaussian auto-correlation function defined in
Eq. (1.117a) is given by

g9(p) = ma® exp (—@) . (1.119)

The power spectrum is particularly useful numerically to generate realizations of a stochastic
process with a specific auto-correlation function. A method known as the Fourier filtering
method, and which we have used in the work presented in this thesis for generating randomly
rough surfaces, is detailed for example in Ref. [36].

To sum up, the statistical properties of random surfaces can be determined essentially by two
types of data: (i) the probability distribution of heights and (ii) the auto-correlation function.
We illustrate in Fig. 1.12 examples of computer generated realizations of random surfaces for two
stochastic processes characterized by a Gaussian height probability density with zero mean and
rms roughness o = A/10 and different isotropic Gaussian auto-correlation functions characterized
by a correlation length @ = A and a = A/4 whose graphs are plotted in Fig. 1.12(d). Note that
we express all lengths normalized by the light wavelength, which is a rather natural way to set
the physical scale of the problem. Although the two surfaces share the same height probability
density and have heights amplitudes which would roughly varies by a few ¢ around the plane
x3 = 0, the surface for which the correlation length is shortest oscillates more rapidly than that
for which the correlation length is largest, as can be seen in Figs. 1.12(a-c). It is then expected
that the characteristic slopes of profiles with short correlation length will be larger than those
of profiles with large correlation length. In terms of light scattering it seems natural to expect
that surface profiles with short correlation length will scatter light more broadly than surface
profiles with long correlation length. Such an intuitive behavior will be made more precise in
later chapters.

1.6.2 Some vocabulary

Focusing on the reflection of light by a surface’, a commonly accepted definition for diffuse
reflection is the reflection of light from a surface such that an incident coherent ray is reflected

to fix the idea but transmission can be treated similarly
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at many angles rather than at just one angle as in the case of specular reflection. This definition
sounds intuitively simple and legit. Note that this suggests though that the reflection from a
grating (for which the lattice constant is larger than the wavelength) is a case of diffuse reflection.
Do we really want to consider such a case as "diffuse”? Maybe, maybe not, that is a matter of
opinion. Nevertheless, we feel that we might want to have different terms when talking about
the scattering from a grating and that from a randomly rough surface. Indeed, in the first case
light is scattered on a well defined discrete set of angles while, in the latter, light is scattered
(on average) smoothly over all angles. So let us keep our simple (and maybe naive) definition of
diffuse scattering and try to make sub-categories. What is the difference between a grating and a
randomly rough surface from an optical point of view? In the first case, the diffraction peaks are
the result of an interference phenomenon, only path scattered on specific directions will interfere
constructively and the intensity diffracted on the remaining directions will vanish (for an infinite
grating). So we have the feeling that optical coherence is a key point here. On the other side, on
average, for a randomly rough surface, the phase of each path scattered in a given direction will
be random and there will be no overall strong constructive or destructive interference. So all
direction are somewhat equivalent and we observe this background of scattered light. It seems
that this observation, interpreted as a loss of coherence, lead some authors to call it incoherent
scattering as opposition to the coherent scattering of a grating. We will see that this appellation
still is ambiguous. Indeed, what about the strong specular reflection we observe for weakly
rough surface? What if we had a perturbed grating? We would expect still some peaks but with
a background added to it. So both may happen for a given surface. The trick is to decompose
the overall scattering in two pieces, a coherent and an incoherent component. If we look at
the scattering from one single rough interface with a laser, we actually do not see a smooth
intensity pattern, we see speckles. By changing surfaces, the speckle pattern will change, some
bright spot may become dark and vice versa. However, the specular peak still remains bright.
So this seems to indicate that for different surfaces, the field off-specular fluctuates between
positive and negative values, so the average field may very well be zero, but the intensity being
the absolute square of the field will oscillate between 0 and some positive value, so in average,
the intensity will be strictly positive. For the specular direction, the same happens with the
difference that the field itself rather oscillates around a non zero average, since we always see it
bright whatever the surface realization. This gives our decomposition: the coherent component
of the average intensity is the intensity of the average field, and the incohorent component of the
average intensity is the average intensity minus the intensity of the average field.

1.6.3 Mean differential scattering coefficients

Based on the above discussion, and the definition of the differential scattering coefficients given
in Section 1.2.4, we can decompose the mean differential scattering coefficients into a sum of a
coherent and an incoherent component. Let us consider the following ensemble average for the
differential reflection coefficient of the truncated system

aRLS> e1 (52)° cos? 6, s
< 2o (P [ Po) ) = % (IR | o)) - (1.120)

By decomposing the reflection amplitudes as the sum of the mean and fluctuation (deviation
from the mean)

B 1p0) = (R ® | po)) + [RE 0 1 p0) — (RS0 1 p0))] (1.121)
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we can decompose the mean differential reflection coefficient as the sum of a coherent component
and an incoherent component as

OR'Y) ORY) oR®)
<8QT (P | po)> = <aQT (P | po)> h+ <69T(p | po)>_ . (1.122)
where
aR((xS) €1 (52)? cos? 0, p 2
< 6ng (P | po) = % ’<Rag)(p | Po)>‘ (1.123a)
coh

8REYS) e1 (52)% cos? 0, 9
< oo po)> — % KIRS}(p | p0)|2> _ ’<R$;)(p | p0)>‘ ] . (1.123b)
" incoh

Similar expression are easily found for the differential transmission coefficients. The mean dif-
ferential scattering coefficients will be our primary observables for the study of light scattering
by randomly rough systems in Chapter 10. Note that in principle one should still take the limit
of the above expressions as the surface S covers the entire plane. Numerically, however, it is
clear that only finite surfaces can be studied. Equations (1.123a) and (1.123b) are then used
as such for a finite S and it is understood that the surface area considered numerically is large
enough so that Egs. (1.123a) and (1.123b) yield a good approximation of the limit. When closed
form approximation of the reflection and transmission amplitudes are known, and the differen-
tial scattering coefficient may be averaged analytically, the limit can also be taken analytically.
These technical issues are detailed in Chapter 8 devoted to the simulation and approximations
of the average optical response of randomly rough surfaces.

Remark 1.10. Are the words ” coherent” and ”incoherent” well chosen? If we come back to
our speckle patterns that we used to construct the definition of the incoherent component of the
intensity, we may ask the following question: Why are there speckles? Well, precisely because
for one surface, the scattering is optically coherent and yields interference effects. So ”incoherent
scattering” is ”coherent scattering” that washes out when you average over surfaces ... do you
see the confusion coming? Even worse, for the scattering from a film, we will see in Chapter 10
that interference fringes, which is an optically coherent effect, can be observed in the incoherent
component of the intensity. Our conclusion, is that the terms coherent and incoherent compo-
nents of the intensity are sources of confusion, because they refer here to statistical properties
and not optical properties. Nevertheless, we will use these terms to be consistent with the ter-
minology found in the literature. Maybe, statistically coherent and incoherent components of
the intensity may be better choice. At least, the reader is now warned.

1.7 Summary

Let us summarize the useful pieces of information discussed in the present chapter. First, we
have recalled some basics of the electromagnetic theory of homogeneous media, and posed
the problem of electromagnetic wave scattering by an interface between two media. We have
introduced the Fourier representation of the fields and the notion of reflection and transmission
amplitudes. Then typical scattering observables in the cases of periodic and randomly rough
surfaces, which will be quantities of interest in later chapters, have been defined based on the
scattering amplitudes. Some results, such as the scattering of a plane wave by a planar interface
and the radiation of oscillating and rotating dipoles have been revisited and phenomenological
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descriptions of Rayleigh and Wood anomalies have been presented as they will serve as basis
bricks in further understanding of the phenomena observed in the scattering of more complex
systems.

Now that the stage is set, we are ready to embark in the theory of the reduced Rayleigh equations,
which aims at determining the unknown reflection and transmission amplitudes for the scattering
problem.
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Chapter 2

The reduced Rayleigh equations for
a single rough surface

In this chapter, we present the derivation of what we will call the transfer equations and
the reduced Rayleigh equations for harmonic electromagnetic waves satisfying the Helmholtz
equation on both side of an arbitrary interface! between to homogeneous media. The transfer
equations are integral relations between the amplitudes of the plane wave expansion of the
fields in both media. The transfer equations are derived without specifying an incident
field, and they hold for the total field. The reduced Rayleigh equations are decoupled
inhomogeneous integral equations for the reflection and transmission amplitudes given an
incident wave. The reflection and transmission amplitudes are related to the amplitudes of the
plane wave expansion of the scattered field reflected from and transmitted through the interface.

The method based on the reduced Rayleigh equations can be considered as a generalization to
penetrable media separated by an arbitrary interface of the Rayleigh method for periodic per-
fectly conducting grating suggested by Rayleigh in 1907 [15]. The reduced Rayleigh equations
were first derived by Toigo et al. [37] and Brown et al. [38, 39, 40] and then used (among other)
extensively by Maradudin and co-workers for the study of a light scattering from one- and two-
dimensional perfectly conducting surfaces [41, 42], metallic [41, 43, 44] and dielectric surfaces
[41, 43, 45, 46, 1], rough films supported by a metallic substrate [47] as well as for the study
of the dispersion of surface plasmon polariton in polaritonic crystals [48] and the scattering
of surface plasmon polaritons from surface defects [49, 50, 51]. The derivation of the reduced
Rayleigh equations given in [39] is based on the extinction theorem while the derivation found in
subsequent works is often closer to Rayleigh’s original idea of expanding the field in plane wave
and finding the unknown amplitudes by requiring the satisfaction of the boundary conditions.
Such an approach was taken by Maradudin and co-worker. Here we present a derivation given
by Soubret et al. in [52, 53] for the transfer equations. The derivation is similar to that of
Maradudin and co-workers with the only difference that no specific form of the incident field is
required. Hence the transfer equations allow one to derive the reduced Rayleigh equations in
one line for any incident field. Moreover, the transfer equations are well suited to the general-
ization of the method to multilayer systems with arbitrary interfaces as we will see in Chapter 3.

The notations adopted here are somewhat inspired from that of Soubret and Maradudin and

!By ”arbitrary” here we mean an interface which is planar in average whose profile can be described by a
bounded regular function of the in-plane coordinate.

53
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co-workers. The notation framework constructed during the derivation, especially the set of
sub- and superscripts, will prove to be powerful in Chapter 3 to generalize the reduced Rayleigh
equations to multi-layer systems in a few lines and will give us a composition rule for the
computation of the appropriate multi-interface transfer kernels from single-interface kernels. It
is therefore beneficial to spend some time to get used to these notations.

Even though the derivation is written in a very formal way (what one may call the physicist
way), we will at time make a number of remarks that aim at emphasizing some limitations of the
method, and pointing out some potential mathematical issues or difficulties. These are meant
to warn the reader that the theory of the reduced Rayleigh equations have some open problems
which, to the author’s knowledge, are still unsolved. The reader need not worry at a first reading
since some of these issues will be discussed and illustrated numerically in more details in Part II.

As a complement, the transfer equations and the reduced Rayleigh equations for scalar waves
will also be presented briefly. The derivation of the transfer equations for scalar waves is simpler
than that for electromagnetic waves but relies on the same steps. The derivation will then be
kept short and the details left to the reader. The equations for scalar waves are of interest
by themselves to treat problems of scattering of acoustic waves or of quantum matter waves.
Including the results for scalar waves in this thesis is not merely due to our taste of completeness.
We will see in Chapter 10 that it is beneficial to compare the equations for scalar waves and
electromagnetic waves to get a deeper insight about the mechanisms at play for explaining
phenomena observed for electromagnetic waves. Some of the phenomena will be identified as
due to mechanisms that only require a scalar picture of the waves while other phenomena will
require to take into account the polarization nature of electromagnetic waves.

2.1 Derivation of the transfer equations and the reduced
Rayleigh equations

The system under consideration is composed of two media, of respective dielectric constant
€1 and ey, separated by a rough interface. The Cartesian system of coordinates, defined
by the orthonormal basis (&1,&2,€3), is chosen in such a way that the (O, é;,és)-plane is
parallel to the average plane of the rough interface. The origin, O, is arbitrarily chosen. It
is assumed that the surface profile, 92, can be described by a bounded real valued differ-
entiable function in that coordinated system, the equation of the surface being defined by
x3 = ((z1,22) = ¢ (x), where in the following x = 1 &; + 2 &. The media denoted 1 (resp. 2),
occupies the upper (resp. lower) region defined by Q; = {(z1,72,23) € R? | 23 > ((x1,22)}
(resp. Qo = {(21,22,23) € R? | 23 < ((21,22)}).

Remark 2.1. The assumption that the surface can be represented by a function ¢ with the
aforementioned properties already gives a set of restrictions for the range of application of the
reduced Rayleigh equations. The surface must have an average plane, and cannot have over-
hangs. Concerning the regularity of ¢, it will be assumed in the following that ( is differentiable
and bounded. Nevertheless, we will in the applications make use of the reduced Rayleigh equa-
tions in cases where the surface is only differentiable almost everywhere. Our belief, based on
comparison between simulations and experimental data, is that such a practice can yield a good
approximation of the solution of the scattering problem if the amplitude of the surface is not
too large. This issue will be explored in more details in Part II.
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Figure 2.1: Scattering system composed of two half space separated by an arbitrary interface.
The arrows are examples of wave vectors sharing the same in-plane projection q.

We consider the presence of an electromagnetic field (E, H) in the whole space. The restriction
of the fields in the region Q;, j € {1,2}, will be denoted by a subscript j. For instance, the
electric field evaluated at a point r € £ at time ¢ is denoted Eq(r,t). The Maxwell equations,
together with linear constitutive relations (in the frequency domain), result in the fact that the
electric field satisfies the Helmholtz equation in each region. Namely for j € {1,2}, we have

AE]'—"-EJ' % Ej =0. (21)

In the following, we drop the time, or frequency dependence, to lighten notation. In order to
make the present chapter self-sufficient, we repeat here the definitions introduced in Chapter 1
concerning the expansion in plane waves of the fields. We assume that a solution of the Helmholtz
equation can be written as a linear combination of plane waves, Eq. (1.31), i.e. for j € {1,2}
and for all r € €2,

i(r) = 4 exp (7 k% T &
E;(r) a; /R E{ (q) exp (i k§ (q) 1) n) (2.2)
where we define

ES (@) < &, (q,w) €5 () + €7 (a,w) &, (a), (2.3)

and we recall that we have the following definitions for the wave vectors and polarization vectors
from Eq. (1.32)

k(@) “ qta;(q) és, (2.4a)
(@) % /e (“;)2 ~¢?,  Re(a),Im(a) >0, (2.4b)
R def estji(OI) A .
& (q) = m =e3 xq, (2.4¢)
&, x k¥ c
6 (@ % T d ((:)) = s @ a-lale) (2.4d)

Then the wave vector k;!E (q) of an elementary plane wave, satisfying the dispersion relation in
medium j, is decomposed in the component q in the vector plane (é1,€2) and the component
+a; (q) along é3. In the following we will lighten notation by writing [ < fR2 if not precised
otherwise.
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Remark 2.2. The plane wave expansion, Eq. (2.2), contains both progressive, evanescent and
possibly exponentially growing waves. Later, the field will be split into an incident field which
typically will be a plane wave propagating from infinity towards the interface and a scattered
field which will be imposed to contain only outgoing elementary plane waves (i.e. progressive
or evanescent away from the interface). In other words, the scattered field in medium 1 will
contain only modes with wave vector of the form kj (q) and the scattered field in medium 2 will
contain only modes with wave vector of the form k; (q), i.e. that E{ and EJ will be set to
zero identically for the scattered field, which means that only the incident field will contribute
to these modes. Therefore, the scattered field may be written

Egscat)(r) = / E (q) exp (z ki (q) -r) (;1:)12 (2.5)
B5 () = [ B3 (@) e (1K (@) (S (2.

It is commonly admitted that the plane wave expansion is valid away from the interface re-
gion, say for x3 > max( and z3 < min(. Whether the expansion is valid also within the
grooves depends in general on the surface profile. Indeed, considering a point above the sur-
face but below the plane z3 = 0, evanescent modes of the form E(q) exp (z ki (q) T) =
E](q) exp (i q-x)exp (—Bi(q)rs), with ai(q) = iBi(q) with B, > 0. Since for such a point
x3 < 0, the z3-dependent exponential factor grows with increasing modulus of the in-plane
wave vector, |q|. Hence only fields for which the corresponding amplitude | E{ (q)| decays fast
enough with |q| — oo may be represented in the whole space above the surface (and similarly
below the interface). As a rule of thumb we may expect that

Ef () = O[ exp (~f1(a) min¢) (2.72)

E; (a) = O[ exp (Ba(a) max ) | (2.7)

for the field to be representable by Eq. (2.2). Naturally, the field amplitudes Ef (q) and E; (q)
depend on the surface. In the following, we will make the assumption that such a plane wave
expansion is valid also within the grooves: this is known as the Rayleigh hypothesis or Rayleigh
assumption. The validity of the Rayleigh hypothesis has been the topic of numerous papers in
the literature and still is a somewhat debated topic. A particularly relevant proof for the range
of validity of the Rayleigh hypothesis in the case of diffraction by a one-dimensional perfectly
conducting sinusoidal surface was given by Millar in [54, 55]. This issue will be discussed in
details in Chapter 7.

The boundary conditions for Maxwell’s equation across the interface read

n (%) [ By (s (x)) — Eals (x))] =0 (2.81)
n(x)~[51 E, (s (x)) — e2 Eq(s (x))] =0 (2.8b)
]

n (x) x| H (s (x)) ~ Hy(s (x))] =0 (2:80)

where n (x) is a vector normal to the surface at point s (x) = x + ¢ (x) &3 given by

n(x) = & — i (x) &1 — 0 (x) & . (2.9)
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Here, 0y denotes the partial derivative with respect to the direction €. By inserting the plane
wave expansion, Eq. (2.2), into the boundary conditions, one gets

Z/ ) x B (q) ¢ K @500 _T9 d*q Z/ x) x Eg (q) ¢ & @560 d*q (2.10a)
a==% (27T) a==% (27T)2

e 420 / e e 20
S (q) ¢ K (@560 T4 n(x) - ES (q) ¢ @=60 L5 q0)

8% [ ne Eap) : ey
> /n(x)x[kuq)xm(qn ek @s e = 5 [ ) [ (a) < B ()] ¢! 0000 S
a==% (27T) a==% ( )
(2.10c)

1a o, d?q 1@ d?q
K (q) - E° (q) ¢ Ki (@-s00 T _ / K4 (q) - ES (q) ¢ K5 (@560 9.10d
3 [ @ B DY S (2100

Notice that the last equation does not come from the boundary conditions but is the trivial
equation V-E; = V-Ey = 0 that proves to be useful to rewrite some equations in a more compact
way as we will see later. In order to eliminate E;t, consider the following linear combination:

/ e~ (0) 509 (1 (p) x [Eq. (2.10a)] + [Eq. (2.10¢)] — [Eq. (2.10b)] K (p) — [Eq. (2.10d)] n (x)) d*x
(2.11)
where p = p1 &; +p2 &, is an arbitrary vector of the vector plane (&1, €2), and b = £1 may be
arbitrarily chose. We recall that by definition we have k% (p) = p + bas (p) é3. The integrand
on the right hand side of the considered linear combination, Eq. (2.11), is proportional to

K (p)x[m(x)xE5(q)]  +  n(x)x[k5(a)xE5(q)]
kb (p)-Eg (@) n(x)—k5 (p) n(x) B (a) n(x) ES(q) k§ (a)—n(x) ki (q) ES (q)
—n(x)-E5 (q) kj (p) — k5 (a) - E5 (a) n(x)
— (k3 (p) +k3 (@) - n (%) ES (q) + (k5 (p) — K5 (@) - E (@) n (x) — n (x) - E$ (q)(k} (p) — k3 (a))

Eg (@) x(n (x) x (K8 (p) — kg (a)))

—(k3 (p) + k5 (q)) - n (x) E3 (@) + E (q) x (n (x) x (k3 (p) — k3 (a)))

Where we have used the vector identity a x (b x ¢) = (a-c¢)b — (a- b)c. This is equivalent to
Eq. (26) in Ref. [53] but in a slightly more compact form though. The right hand side of the
linear combination Eq. (2.11) then reads

Ris = 3 // [ (4 (p) + K¢ (@) 1 (x) B (a) + E£ (a) x (n (%) x (k& (p) — ki ()]

. “ d%xd?
x exp [—i(k3 (p) — k3 (q)) - s (x)] (QT)Qq (2.12)
We will have to evaluate two terms, by writing RHS = RHS; + RHSs with
o _pa . d2q
_ i(ky k3 s (x b a . a 2, .
RHS, = — ; / / eI ) IS )L, (p) + K (@) 1 () BS () 00 (2.13a)
RS, = 3 [ e @00 B (0)x [ 0 (1 (p) K (@)] 2 (T8 (2
s
a==
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Similarly, the left hand side of Eq. (2.11) can be expressed as
wis= > [ { — (1 (p) + k2 (@) - m (0 B2 () +(kE (p) — K¢ () - B2 (a) m (%)
a=+

(27)
In Eq. (2.14), we cannot directly use the identity a x (b x ¢) = (a-¢)b — (a- b)c to group the

€1

two last terms of the integrand because of the o factor. We can group part of it though, by

€ —i(k} — k¢ s (x) J2 dz
Cn(x)-E¢(q) (ékg (p)— K¢ (q)ﬂ@ 04 ) -k @00 gz T g )

writing £ = <=2 + 1. Hence

LS = 3 [/ = (1 (0) +K5 (@) -0 60 B (a) + B (a) x (1.0 (0 (p) ~ (@)
a=+" "

. 616;262 n(x)-E% (q) K, (p)]e—«kz (P) —Kf (@)s (%) g2, (;17‘)1 (2.15)
We will have to evaluate three terms, by writing LHS = LHS; + LHS, + LHS3 with
LHS, = — Zi / / e (P) =K (@)= 09 (1 (p) + K¢ (q) ) - n (x) B (q) d*z (;17‘)1 : (2.16a)
LS, = 37 [ @020 B ) )< (4 0) K ) (5 (2160)
LHS; = —“%2 ; / / ei05 ()~ (@)% () (x) . E (q) K} (p) d° (jﬂg’ : (2.16¢)
We carry out first the integration with respect to x to recast Egs. (2.13) and (2.16) as
RSy = = 3 [ 0 9) 46 () W ) B (@) .55 (2.17)
RSy = 37 [ B3 ) x (whs (0 ) < K6 )k () (217b)
LHS, = Z / (3 (p) + ki (@) - w35 (p| @) Bf (a) ﬁ , (2.17¢)
s, = 37 [ 55 (@) (wht (0 0) X0 0) K6 @) (5 (2174)
s = 200 S [ W) B @k () (5 (217¢)
where we have defined, for I,m € {1,2}, b,a € {1} and p, q in the vector plane (&, &)
wi (o) = [ exp [i0d (p) - ki, (@) 5 (0] n (x) % (218)

Remark 2.3. The notation (+|-) for the arguments of functions that depend on two wave-vectors
is used in the physics literature on the reduced Rayleigh equations while a priori the notation
(+,+) may be better suited. It must not be confused with a scalar product. One may like to
think of ”p given q” although a probabilistic interpretation would be premature at this stage.
We just use here the notation without giving to much importance to its interpretation. We just
mean a function of p and q.
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Remark 2.4. Under the assumption that the Rayleigh hypothesis is valid for the considered
surface profile, it is not a priori obvious to know whether the point-wise boundary conditions
Eq. (2.10) and Eq. (2.11) are equivalent. The point-wise boundary conditions implies the inte-
grated boundary conditions Eq. (2.11): if the boundary conditions hold for every point on the
surface, then Eq. (2.11) holds for every plane wave test function of the form ¢ (x) = e k3 (p) s (x),
The reciprocal statement is a priori not necessarily true. Hence solving the scattering problem
with Eq. (2.11) as a boundary condition may not be equivalent to the initial problem. We are
not sure whether the reciprocal statement is true and how to prove it.

2.1.1 Analysis of w?;

Now we need to evaluate W?’;:l (p]q), or to be more accurate, we need to know how to integrate
against it. We have n (x) = é3 — V( (x), hence

b,
ngl(p“l =

) / =i () K5, (@) (9 (&, — V¢ (x) ) dPa
- / el () ~ Ik, (@)5 () g, g2 — / =ik} () =, (@) 5 () 7 (x) 2
_ / 0 ()~ K5, (@)5 () g, 42

/ VC i[bay (P) —acum, (q)]-¢ (x) *'(P q)x d2z . (2.19)

We can make an integration by parts under the condition boy (p) —aam, (q) # 0. In that case,
the second term Eq. (2.19) becomes?

o If bay (p) —aay, (q) # 0 then

w? “(p|q) = / —i(k} (p) — k%, (a)'s (X)é d2I+/ $e—i(k? (P) — K, (@)s (%) g2,
Lm bay (p) —aaum, (q)

—i(k! (p) — KO, (@) k} (p) —kj, (a)
_ i) (p) — ks, (@)s () K1 (P) =K (Q) 4o
/ ¢ bal (p) —aQm (q) !
= Il (pla) (k! (p)— ks (@) , (2.20)

where we define

T (@la) < (bay (p) —aar, (Q))_l/exp [~iki (p) — ki, (@) - s (x)] d°a . (2.21)

o If bay (p) —acu, (q) = 0 then wl ® (p|q) coincides with the Fourier transform of n and
Eq. (2.19) reads

Wi (P ) = / e P IX gy 420 — / V¢ (x) e P g2y

=(2m)%(p—-q)é;—il(p—a) (P—q). (2.22)

2We use formally the integration by part in the sense of distribution although we are not entirely sure what
mathematically rigorous sense to give the ”integral” wfﬁ‘:,,(p lq).
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Here, we see that the Dirac ¢ appears naturally as the Fourier transform of 1 and f denotes
the Fourier transform of the surface profile.

Equation (2.22) can also be obtained from Eq. (2.20) by a Taylor expansion of
exp[—i(bay (p) —aom, (q))¢] around bay (p) —aom, (q) = 0. Indeed, we have

I (pla) = (b (p) —aau, (q) / exp [—i(k] (p) — ki, (@) - s (x)] d*x

= (boy (p) —aoum (q)) " /cxp [—i(p — q) - x] exp [—i(bay (P) —aq, (q))¢(x)] d*x

=3 E G () a0 (@) P p - )
k=0

_ _(@n)*p—qa) & > L
B m - )+ kzﬂ A (b (p) —acy, (q))* C(k)(p —-q). (2.23)

Here we have defined the k*-Fourier moment of the surface profile function, é(k), as

$04) () 4f / exp [—i(p —q) - x] ¢*(x)d . (2.24)
Thus
Tl a) (K (p) =K, (@) = [P —a+(ba (p) —ac (a)) &

| enfip-a) > (=) e
_m— Z 5l (b (p) —acv, (@))* C(H(P—Q)} (2:25)

= (27)° 3(p — @) & +[ P — a +(bar () —aa, (a)) &
[ \k

< (it —a)+ 30 S0 o (p) a0 (@) EPp - q)]

k=2
(o) 5(p — ) & + [t (p) ~ K5, (@) | £ (P | @) (2.26)
~ (27)*é(p—q) & —i{(p—a) (p—q), (2:27)

where the asymptotic expression, Eq. (2.27), is to be understood as by (p) —aa, (@) — 0. Equa-
tion (2.20) will then be considered as the ”general” expression and in particular Eq. (2.26) will
be particularly useful for carefully carrying out integrations against W?’;; Note that Eq. (2.26)

is a defining equation for L ", Which, under sufficient regularity of ¢, is a function.

2.1.2 The right hand side

By plugging Eq. (2.20) in the form given by Eq. (2.26) into Eqgs. (2.17a) we obtain

rits, = - Y [ (1 0) 415 (@) - T (b ) (5 (6) 15 (@) B (a)
a=%

—- Y [ (@ g @) - [0 0k - a) &+ [k () -k (@] £ (0 )] B3 (@) (%
a=%

== Y (bas(p) +aca(p)) B (0) - 3 [ £ o)k ()~ I (@] 5 (@) S
a==+ a—t —_—— (27{')

0
=—2bax(p) E; (p) - (2:28)
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Here we have used, in the last step, that both wave vectors kb (p) and k% (q) have same norm
since they both satisfy the dispersion relation in the same medium (medium 2). Similarly, we
have for RHSs,

i, = 3 J B @) (201 6o ) &+ (p) 15 (@) £35 () * (15 (p) 15 ()] 55
=3 [E@x[eno -0 & x(p-a)
+ ()~ (@) * () (0) ~ K5 (@) £33 (p )] (5
=0. ’ (2.29)
Finally, summing Eqs. (2.28) and (2.29), we obtain the full right hand side
RHS = —2bay (p) ES (p) . (2.30)

Remark 2.5. In the second step in the above evaluation of RHS; and RHSy (Egs. (2.28) and
(2.29)), the term coming from the integration against the Dirac mass implicitly assumes that
the field amplitude E§ (q) is continuous at q = p. We will for now make this assumption. This
may not always be true, and one should analyze this term more carefully in that case.

2.1.3 The left hand side

The left-hand-side can be treated in a similar fashion as the right-hand-side. In particular,
within the same hypothesis for the regularity of E as that used for EJ (see Remark 2.5), we
show easily that LHSs vanishes. Indeed, by plugging Eq. (2.26) into Eq. (2.17d) we obtain

LS, = 3 B8 () (202 606 ) &+ () ()~ ) 2570 ) (K (0) K (@) (o
a==%
=X [Bt@x[en? s -a) & x(p-a)
a==+
+ (K ) 16 (@) < (Kb (p) ke () £8P )] 5
- (2.31)

There is no particularly interesting simplification that occurs in LHS; and LHS3 by plugging
Eq. (2.26) into Egs. (2.17¢c) and (2.17e). Using Eq. (2.26) into Eq. (2.17c) we get

LS == 3 [ (k) + K5 (@) - (741" (0 @) (1 (p) —Kf ) B ()
a==+
—- % [l (1) P -k @) B (@) ok
= (2m)
- % Y [ el B @) (2.32)
= (2m)
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Here we have used the dispersion relation satisfied by the wave vector in media 1 and 2, | k;t |2 =
e;jw?/c?. Using Eq. (2.26) into Eq. (2.17e) we simply get

LHS; = 2~ 3" / T4 (pla) (Kb (p)— K¢ (a)) - B¢ (@) Kb (p) (2.33)
a=+

(2m)>

After summing Egs. (2.32), (2.31) and (2.33), the full left hand side reads

Kb — k¢ -E¢ d?
LHS = — €0 — € Z /ijla p ‘ q) (7 Ea( ) ( 2 (p) 1 (Q)) 1 (q) kg (p)) q2 ) (234)
a=+ €2 (2m)
2.1.4 Transfer equations

Finally, following Eqgs. (2.30) and (2.34), the resulting linear combination Eq. (2.11) is found to
be

S [ g wla) (% B - (RN BIE g ) 200 gy (o)
a=%

€ (2m)> € — €1

Using the fact that k§ (q) - E§ (q) = 0 and multiplying Eq. (2.35) by €2, we recognize the identity
x (b xc)=(a-c)b— (a-b)cin the integrand on the left hand side. Hence

S [ ) e ) <8t (@] ok~ -2 P g ) )
a=%+

(2m)2 €9 — €1

We introduce the endomorphism Kg,w equivalent to the operation kg (p) x.3, defined in the
basis (€1, €2, €3) by the matrix

0 —KR3 Ko
Kip=|r 0 -m : (2.37)
—K2 K1

(é1,62,83)

where we have used a shorthand notation x; = k& (p) -&;, for j € [1,3]. Equation (2.36)
becomes

> [t wla) K] B @ ok - -2 gy ) (239)
a==+ 2 1
with
) —K3 — K3 K1K2 K1K3
[Kgﬁp] = KoKl —K3 — K3 Kokg . (2.39)
Kgk1 K3ke — —K} — K3 or.6m6)

Let us now use the orthonormal polarization basis associated with the wave vector k;c (),
namely (1A<Ji (q)éfj (q),és(q)), and defined in Eq. (2.4). In this basis, the directions given by
+

€, (q), €s(q) are respectively the directions of the p- and s-polarization of the electric field

e VX € R?, K8 X = Kb (p) xX



2.1. Derivation of the transfer equations and the reduced Rayleigh equations 63

E;t (q). It is convenient to express Eq. (2.38) in the basis (kb (q),é]’l;1 (q),és(q)), since in this

2
basis the [Kll)b] operator reduces to

0 0 0
2
[Kio] =-1kE@)F [0 1 0 : (2.40)
0 0 .
(k} ().} , (a).&; (@)
Moreover ES (p) -k (p) = 0, so in this basis, the first line of the integral system Eq. (2.38) is
trivial since we have

h T
Eg (p) = (07 8;,1)((:1)7 gg,e(q))(f‘g (q>’é;’>,2 (q),és (q)) . (241)

Therefore we can reduce the system to the plane (ég,1 (p), &5 (p)). Similarly, it is convenient to

write E{ (q) in the basis (&} ; (q),&s (q)), by using the matrix

PYe (o) = (é‘;,.l () &5 (a) €),(p) e, (q>) o1

& (p) & ,(a) &(p)-&(a)

to change from (ég’l (p), &s (p)) to (&}, (q), &5 (q)). By expanding Eq. (2.42) by using Eq. (1.32),
and plugging it into Eq. (2.38), one gets the forward transfer equation

wz a 0,a a d2
Z/ (e2 —e1) ng”,’l (pla) PS5 (pla) €5 (a) o =2bas (p) £5(p) , (2.43)
a==%

(2m)2
with S;-‘L (q) = (5fp(q) ££.(q))T. By multiplying both sides of Eq. (2.43) by /1€, the transfer

7758
equation can also be written as

d2q _ 2b /€162 a2 (P)

' b,a b,a a b
by [ Al Mt pla) £ (@) 5 = R g () (2.44)
where
b,a def w2 b,a
M/ (pla) = Vae 5 P, (pla) (2.45)
_ [pllal +aba; (P) am () P-4 —by/€m Loy (P)[D X 4] - &3 (2.46)
a/@ % (@)[p x & - &5 NG 2

Equation (2.44) is the form which is maybe encountered most in the literature. However, we
found the form of the transfer equation given by Eq. (2.43) somewhat clearer in the sense
that the matrix of change of polarization basis is emphasized. In addition, Eq. (2.43) will be
simpler to compare with the corresponding transfer equation for scalar waves (see Section 2.6).
Nevertheless, since Eq. (2.44) is the form that is used in the literature, we will use the form given
in Eq. (2.44) in the remaining of this work, and Eq. (2.43) will be used for occasional remarks.
Notice that due to the symmetry of the boundary conditions, one may also derive in the same
way the backward transfer equation

S [ e M) & (@ ok = 220 R g ) (247
a==%

(2m)? €1 — €



64 Chapter 2. The reduced Rayleigh equations for a single rough surface

which ends up as interchanging the indices 1 <+ 2 in Eq. (2.44). Equations (2.44) and (2.47)
are the so-called transfer equations. Typically, Eq. (2.44) is appropriate to solve the problem of
reflection whereas Eq. (2.47) is appropriate to solve the problem transmission, as we will see in
the next subsection.

2.2 Reduced Rayleigh equations

Consider now that we are interested in evaluating the angular distribution of light reflected
(resp. transmitted) by (resp. through) a single interface separating two semi-infinite media,
knowing that a plane wave is incident on it. The incident wave can be expressed as

E7 (q) = (2m)*6(a — o) [&y,, €,1(Po) + &« €s(po)] - (2.48)

We assume that this is the only contribution of the electric field propagating towards the inter-
face. We introduce the reflection (resp. transmission) amplitudes R (resp. T) defined as

EF (@) =R(a|po) & (2.49)
£ (@) =T(alpo) & » (2.50)

where we have defined £, = (507P,SO¢S)T. The 2x2 complex valued matrix R (q|po) (resp.
T (q|po)) is then the operator that describes how the upwards (resp. downwards) plane waves
components of the reflected (resp. transmitted) field are distributed knowing the incident field.
It is closely related to the angular distribution of the reflected (resp. transmitted) power as we
will see later on, and is the naturally the unknown of the problem. By plugging Egs. (2.48)
and (2.49) (resp. Eqgs. (2.48) and (2.50)) in Eq. (2.44) (resp. Eq. (2.47)) and choosing b = +1

(resp. b = —1), we obtain an integral equation satisfied by the reflection (resp. transmission)
amplitudes
+t + o+ d?q +,— +,—
Joi (pla) My (pla) R(a|po) Gr)e T (PIPo) Mai (PIPo) - (2.51)
o _ dzq 2 €1€2 Otl(po)
[ 75 @l My mla) Talp) 5k = IR pr i pote. (252)

Here, the fundamental property of the Dirac delta has been used and E(po) has been simplified
on both side of the equation, and Is is the identity matrix.

Finite size beam

Equations (2.51) and (2.52) are the reduced Rayleigh equations obtained by assuming that the
incident excitation is a monochromatic plane wave. The optical response obtained for an inci-
dent plane wave can in certain cases model within reasonable accuracy real life experiments. In
other cases, modeling the incident excitation as a finite size beam may be more realistic and
appropriate. For a monochromatic incident finite size beam two options may be considered
for modeling the scattering response. One may solve the scattering response from a sample of
independent incident plane waves impinging with different wave vectors and then sum the corre-
sponding responses weighted according to the weights of the Fourier components corresponding
to the elementary plane waves contained in the finite size beam. This method is valid thanks to
the linearity of the problem. An advantage of this method is that once all the elementary scat-
tering problems have been solved (those for each incident plane waves) and stored, one deduces
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immediately the solution for any finite size beam by linear superposition. Alternatively, if one
is interested in the scattering response of a very specific finite size beam, one can simply solve a
single scattering problem directly for the considered finite size beam. Indeed, an incident finite
size beam may be written as a superposition of downward propagating plane wave as
d2q

(2m)2’

(™ (r) = / E; (q) exp(iki () 1) (2.53)

where Ej (q) = & (a)&,,(a) + & ;(a) &,(a) now represents an amplitude defining the finite
size beam. The forward transfer equation, Eq. (2.44), applied for b = + (with £5 = 0) then
gives the following integral equation for the scattered field amplitude in medium 1, £7,

: , d*q - — - q
/Jff(p\Q) M1 (pla) £ (a) s = —/Jf,i (Pla) M3y (pla) (a) s - (259)
Similarly, the backward transfer equation applied for b = — yields the following integral equation
for the scattered field amplitude in medium 2, &, ,
__ _ d?q 2. /€162 a1(p _
[Tl M bl &5 @) ok = - 2ERNE ), (2.55)
. 1 €2

2.3 Fresnel coefficients for a planar interface

An instructive case to consider is that of a flat interface for which the reflection and transmission
amplitudes are well known, namely the Fresnel coefficients. We will verify that the integral
equations (2.51) and (2.52) can be solved exactly in that case and yields the Fresnel coefficients.
For a flat interface, the surface profile is simply a constant, i.e. z3 = ( (x) = H. For simplicity
we will choose the origin of coordinate on the surface, which gives H = 0 (this choice is arbitrary
and one could choose to do have a non-zero height which will simply result in a phase factor).
Thus we have

[ emilPmayx g2y . (2m)?
bay(p) — aa,(q) a bay(p) — aau,(p)
By plugging Eq. (2.56) in Egs. (2.51,2.52), the integration becomes straightforward thanks to
to the Dirac delta and we can invert for the reflection and transmission amplitudes:

Il (pla) = 5(a—p). (2.56)

_ a1(pg) — @2(py) , -1 — )2 o 5
R(p|po) = Oq(pz) +O¢2(p2) [M;;r (po‘po)] M2+,1 (Po [ Po) (27)7 d(P —Py) (2.57)

T(ppy) = 2RI =PI DR (i 1)) 0?00 b (259

Using the definition of the matrices M?’fn, Eq. (2.46), we realize that only diagonal terms remain
and we finally get

a1(py)—a2(Pg) ‘Pulz*QE(Pu)Ull(Po) 0
R(p|po) = a1(pg)t+az(py) Pg[*+a2(pg)ai(pg) o) (271.)2 §(p—py) s (2.59)
0 a1(pg)—a2(pg)
ai(py)+az(p)
2 /é1ez a1(po) ‘ (0|22<p0)?al)(p“()) : 0
€2—€1 P +az(py)ar(p 2
T(pIp) = VIR e | G700 B0 (260
“T(e2—e1)
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We can simplify the expression using in the reflection amplitude that

[o1(pg) £ 2(Py)] “ Po |2 + 0‘2(P0)0‘1(P0H
= [o1(pg) £ @2(Po)] | Po |* £ a2(Py)ai (Pg) + a1(Pg )3 (o)

~ apo) £ as(po)] [ o * £ ax(po) [ 125 ~ b0 | +as(p) a5 — I ]

= [e201(po) + c1012(po)] 75

and by making appear a factor % in the transmission amplitude we can write
0 0
€201 (Pg)—€12(Pg) 0
R (p|po) = | ot o | @) Do) (2:61)
0 a1(pg)—2(Py)
al(PoH"“(Po)
2 /€163 a1(po) 0
T (p|po) = ezal(Po)-(l)—ela2(Po) 2o (o) (271')2 5(p—py) - (2.62)

a1(pg)+a2(pg)

We notice that we recover all the well known results for a single flat interface scattering of an
incident plane wave. The Dirac delta indicates that scattering occurs only in the specular direc-
tion, and gives Snell-Descartes’ law, namely that the component of the wave vector parallel to
the surface must be conserved. The off-diagonal terms are zero indicates that cross-polarization
scattering is forbidden and last but not least we recognize that the diagonal terms are the well
known Fresnel reflection and transmission amplitudes for each p— and s— polarized light.

2.4 Coupled Rayleigh equations

It seems that in the literature the denomination of reduced Rayleigh equations for Eqgs. (2.51) and
(2.52) refers to the fact that the two equations are uncoupled. In other words, one can choose
to solve the scattering problem only for the reflection or transmission amplitudes separately. It
is worth noticing that one could choose to keep the system of equations for the reflection and
transmission amplitudes coupled. Indeed, instead of taking b = +1 (resp. b= —1) in Eq. (2.44)
(resp. Eq. (2.47)), one could take the opposite sign and end up with the following set of coupled
integral equations for the reflection and transmission amplitudes

_ - - o d? 2,/€1€
[ 0l Ma 1) Rialpo) + 75 (0 o) My (p1pa) (s = =2V )
- _ d? 2,/€
[ 75 @la) Miz la) Tl s = V2P R )
. 1 €

which can be written as

El—

T(plpo) = 2\/616 as(p

L ([ 5 1) M 1) Rialma) (s 5 (0 1p0) M (0 )
(2.63a)

R(pIp) = 52— [ 57 (0la) M5 (pla) Talpo) 5 (2630)
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Why would one choose to work with a coupled set of equations when a decoupled one is available?
At first sight, it seems indeed like a not so clever idea to solve the coupled system instead of the
decoupled one. We will see in the chapter devoted to numerical methods for solving the Rayleigh
equations that a direct method consists in discretizing the integral equations and solving the
resulting linear system. Using the coupled equations would result in a system size twice as
big as each of the system for the separate decoupled equations. Since solving a linear with
direct methods typically scales as the cube of the system size, using the coupled set of equations
would be 8 times more costly to solve than one of the decoupled equations, so a factor 4 in the
end, if both reflection and transmission amplitudes are needed. However there are two a priori
interesting points to make about the coupled Rayleigh equations:

e The unknown in the right-hand side integral, is only either R or T. In other words, R is
given as a function of T only and vice versa.

e Equations (2.63a) and (2.63b) can be interpreted as a fized point problem of the form
X = f(X), where X = (R, T).

A practical application of the first point is that if one knows R or T, for example after solving
one of the reduced Rayleigh equations, then it suffices to plug the known amplitudes into the
appropriate equation of Egs. (2.63a) and (2.63b) to get the remaining amplitudes. Numerically,
this translates into a matrix-vector multiplication whose number of operations is of the order of
the square of the system size, which is considerably cheaper than solving the remaining reduced
Rayleigh equation.

The interpretation of the coupled Rayleigh equations as a fixed point problem invites us to
consider an iterative way of solving the system. One starts with a guess for R and T, for
example Fresnel coefficients for a flat surface, and then plug these amplitudes in the right-hand
side of Egs. (2.63a) and (2.63b) to obtain a new guess and so on. One must be careful though,
since this method is not guaranteed to converge if f (which we have not explicitly written) is
not contractant for example. Another problem, purely numerical this time, is the amplification
of round-off errors by successive iterations (matrix-vector operation numerically). We will see
later that this is a serious issue which is related to the ill-conditioning of the iteration matrices.

2.5 Reduced Rayleigh equations of the second kind

2.5.1 Derivation of the RRE of the second kind

The reduced Rayleigh equations (2.51) and (2.52) take the form of Fredholm integral equations
of the first kind. By splitting the scalar kernel factor j,b;z as a sum of a term proportional to a
Dirac mass and a remainder, we can recast the reduced Rayleigh equations as Fredholm integral
equations of the second kind instead. Such a splitting was suggested for example by Maradudin
in Ref. [56] for the study of surface plasmon polariton on a one-dimensional grating as an more
appropriate alternative to small amplitude perturbation theory (see Chapter 6). We can write

Tl ) = (b (p) —aom (@) " (27)%6(p —q) + K4 (p| @) , (2.64)



68 Chapter 2. The reduced Rayleigh equations for a single rough surface

which defines

pla) o [ SRR S0 WKL o ip - q) x e (269
=2 (_ni!)n (beu (p) —acim ()"~ (" (p—a) - (2.66)

In the last equation, we have expanded the exponential term at the numerator in a power series
and obtained an expansion of IClb’SL(p | @) in Fourier transform of the powers of the surface profile
function, or in short Fourier moments, defined as

(M (p /(n Yexp[—ip-x] d°z . (2.67)

Note that if the surface profile function vanishes identically (i.e. the surface is planar) then
ICb“ (P ]q) = 0 and the term proportional to the Dirac mass in Eq. (2.64) corresponds to the
scalar kernel factor jl m associated with a scattering system whose interface is planar. The term
ICZ m thus represents deviation of the scalar kernel factor Jl “* from that of a planar interface.

Let us now insert Eq. (2.64) into the reduced Rayleigh equation Eq. (2.51) for the reflection
amplitudes. We obtain

(a2(p) —e1(p)) ™ M3"(p | ) R(p | py) +/ K3t (p | a) M3 (p | @) R(q | py) (ST)Q
= —(a2(pg) + a1(pPg)) ™" M3 (g | Po) (2m)%5(p —Po) — K3, (P | Po) M3, (P | Pp) - (2.68)

Equation (2.68) can be interpreted as an integral equation of the second kind. This invites us
to compute successive approximations of R(p | p,) by iterations. First, instead of working with
the unknown R.(p | py), we make the following change of variable

2

AR(p | ) = R(p | py) — S PP [N (b )] M (po o) (27300 py)

=R(p | py) — (27)*3(p — py) P (Py) (2.69)
which expresses the fact that we are looking for the deviation of the reflection amplitude from

the corresponding amplitude for a similar system but whose interface is planar. Plugging the
above equation in Eq. (2.68) we obtain an equation for AR(p | py)
d?q

(a2(p) —a1(p))™' Mf"(p | P) AR(p | Py) +/ Kit(p|a) M3 (p | 9) AR(q | py) )

= — K57 (@ | Po) M (P | Po) PV (Po) — K31 (P | Po) M3y (P | Po) - (2.70)
Note that the Dirac mass disappears as it cancels with the reflection amplitude of the flat system,

which was in fact what motivated the change of variable. The above equation can be interpreted
as a fixed point problem and solved by successive iterations in the following way.

Initialize AR(p | py) = 0.

Loop until a desired precision, or a maximum number of iterations is reached

ARED(p | py) = (01(p) — ax(p)) M (p | p)] "

d
++ (k) q
/’C pla) M3 (p|q) AR"™(q | py) om)
+ Kt (B | po) M (P | po) ) (bo) + K1 (P | po) M (P | o))
End of the loop.
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The corresponding integral equation of the second kind for the transmission amplitudes reads

(~o(p) +0a(p)) ™! Mz (b [ B) Tp | po) + [ K™ (p | @) Mz (b | @) Tla| po) 5
= 2800 (512505 - py), (2.71)

and by making the change of variable
AT [ p) =T | po) ~ 2220 (0 ) — as(p) [M5 (b0 p0)] (2306~ )
=T(p | py) — (27)76(p —po) 7V (o) , (2.72)

we obtain the equation for AT (p | py)

(a2(p) —a1(p))™' My (p | P) AT(p | pp) +/ Ky (pla) My (p|a)AT(q | po) (j;.(;z
= — K33 (P | Po) Mz~ (P | Po) 7 (py) - (2.73)

Depending on the context we may refer to Egs. (2.68) and (2.71) or equivalently Egs. (2.70) and
(2.73) to the reduced Rayleigh equations of the second kind. The associated fixed point algorithm
will prove to be a powerful numerical tool (see Chapters 6 and 8).

2.5.2 Solution and physical interpretation

We now briefly comment on the physical interpretation of the solution one would obtain by
iterating infinitely many times the aforementioned algorithm. For the reflection amplitude, the
first iterate reads

ARY(p | py) =(au1(p) — a2(p)) Mz (p | p)] "
(’Crﬁ(p | Po) M3iT(p | Po) P (Po) + K37 (P | Po) M3 (P | Po)) 7 (2.74)

and the following iterates can be recast as

' : dz
ARMV(p | py) = AR (p | py) +/ D" (p | @) AR™(q | py) (2;)]2 : (2.75)
where we defined the reflection scattering kernel
-1
D3 (p | @) = (a1(p) —a2(p)) M3 (p [ P)]  K3"(p [ a) M3 (p | q). (2.76)

Let us now expand the first few iterates and express them as a function of AR(I)(p | py) only.
We have

ARP(p | py) = ARY(p | py) +/ D5 (p [ ) ARM(q | py) en) (2.77a)
< d2
ARO(p | py) = ARV | po)+ [ DI (b | @) ARV (a | o) 555
: dzq/ dzq
+// D" (p | @)D (a | @) ARM(d | py) @) @ (2.77b)




70 Chapter 2. The reduced Rayleigh equations for a single rough surface
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Figure 2.2: Sketches of (a) a single scattering leap from p, to p, (b) a two-scattering event
diagram showing a first leap from p, to an intermediate in-plane wave vector q and a second
leap from q to p. (c¢) Illustration of elementary transitions of probability amplitudes between
the modes involved in the scattering events illustrated in (b).

We now start to see that by recursion we can show that as & — oo the solution of the reduced
Rayleigh equation for the deviation AR can be written as

o]

R(p | o) = > (DL (). ARV | py)) | (2.78)

k=0

where the angle bracket denote the action of the linear functional ’D2+1+’k(p) parametrized by p
and which is the k" power, in the sense of composition, of the functional DF;"(p) defined by
the kernel D;‘f*‘. Explicitly, we have for any 2 x 2 matrix valued function F : q € R? — F(q) €
M (C) ,

d £ d’p d?py.
<'D;1+lc = / / D21 plp,)D 21 (Pk | Pr_1) 21 (p2 | p1) F(py) (27012 @mne2
(2.79)

By convention we set D2+1+’0(p) to be the Dirac mass centered at p, i.e. <’D;1+’O(p)7 F> def F(p).

Remark 2.6. We have obtained in Eq. (2.79) what is known in the theory of integral equations
as the Liouville-Neumann, or simply Neumann series expansion [57] of the solution of the Fred-
holm integral equation of the second kind Eq. (2.70). Physicists will certainly recognize what
they call a Born series.

The physical interpretation of Eq. (2.78) is that the first iterate (Born approximation) corre-
sponds to the reflection amplitude obtained by summing all possible single scattering path since
Eq. (2.74) only involves the incident in-plane wave vector p, and the outgoing in-plane wave
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vector p. This could be represented by a diagram where the in-plane wave vector is incoming
with value p, and makes a single leap to p. Then the second iterate for AR, which reads

d3q
(2m)?

AR®(p | pg) = ARV (p | py) +/ Di*(p | a) ARM(q | py) : (2.80)
is the sum of the single scattering diagram and a diagram representing the sum of all possible
two-scattering events path starting from the in-plane wave vector p, and outgoing with p but
with any intermediate in-plane wave vector q as suggested by the integral over q. The remarkable
point here is that the two-scattering events term is constructed as applying the scattering kernel
to the single scattering term. The scattering kernel can be interpreted as a transition probability
amplitude for scattering from g to p (and for corresponding polarization coupling involved)
and this independently of the prior history of the path. To be more precise, given an incident
polarization state 8 with in-plane wave vector p, and for a fixed outgoing polarization state
« € {p, s} with in-plane wave vector p, the integrand in Eq. (2.80) reads

1
D3, | AR (| py) + DIt | @)AR() (a | po) -

which can be interpreted as an elementary flow of probability amplitude coming from states
(q,p) and (q,s) into state (p,«). Indeed, for higher multiple scattering events, each term in
Eq. (2.78) is of the form given by Eq. (2.79) which reminds of a Chapman-Kolmogorov equation
with transition probabilities for Markovian processes [58]. Whether this is a general property
of the scattering of light by any surfaces or if it is only a property of the reduced Rayleigh
equations, we must keep in mind that the solution given in Eq. (2.78) is only valid under the
assumption of convergence of the series of scattering diagrams. The analysis of the condition
for the convergence of this series, probably requiring tools from functional analysis and would
essentially analyze under which conditions the linear functional defined by the scattering kernel
is contractant, would be an important result both theoretically and numerically. Indeed, such
a result would decide whether the algorithm built around Eq. (2.70) would converge and how
fast, if it does. The convergence of the series Eq. (2.78) will be studied in details for sinusoidal
surfaces as a function of physical parameters such as the wavelength, the lattice constant
and the surface profile amplitude in Chapter 6. The convergence of the method will also
be illustrated in Chapter 8 for weakly rough dielectric surfaces. We will refer to the above
method, based on the iteration of Eq. (2.70), as the method of Fized point Iterates of the
reduced Rayleigh Equation of the Second kind, or in short, method of FIRES. We have chosen
this denomination in order to stress what the method does and that the starting point is the
reduced Rayleigh equations of the second kind. In particular, we make this distinction so that
no confusion is made with the conventional Born approximation applied directly on the volume
integral representation, and to make a distinction with the similar method but starting from
the coupled Rayleigh equations (see Section 2.4).

For the transmission amplitude, the first iterate (starting from A T (p | p,) = 0) reads

ATO(p | pg) = (o (p) ~ ax(p)) [Miz (0 | B)] " K55 (0 | po) My~ (p | p) 7 (o)
=Ki5 (P |po) T (P[Po) - (2.81)

The transmission scattering kernel reads

D35 (p | @)= (a1(p) ~ cx(p) Mz (0 |p)] Ky (@) Mz (p @), (282)
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and the solution for AT (p | py) as a series of multiple scattering diagrams reads

AT | py) =Y (P ") ATV py)) . (2:83)

k=0

with the obvious conventions analogous to the case of reflection.

2.6 Reduced Rayleigh equations for scalar waves

2.6.1 Motivation and context

In this section, we derive the reduced Rayleigh equations for scalar waves. The derivation of
the reduced Rayleigh equations in this case is significantly simpler than that of electromagnetic
waves but, apart from the technical issues related to polarization, the derivation is essentially
identical. Why do we consider scalar waves now that we have the equations for electromagnetic
waves? The motivation is two-fold. First, even though the equations for scalar waves do not
fully represent the physics of electromagnetic waves, they give useful approximations and physical
insights. In particular, the comparison between phenomena (or absence of phenomena) observed
when studying scalar waves and electromagnetic waves can give important clues on the types of
phenomena which fundamentally arise as a consequence of the polarization of electromagnetic
waves or if they can be explained based on simpler scalar considerations. Such a distinction
will be necessary when studying the Yoneda and Brewster scattering effect in Chapter 10 for
example. Second, we would like to extend the framework to other types of waves that may be
described by the Helmholtz equation, such as acoustic waves and quantum matter waves for
example, within some assumptions. To fix the idea, consider the case of the scattering of a
quantum particle of mass m, represented by a wave function 1 : (r,t) € R? x R+ ¥(r,t) € C,
by a surface separating two regions of constant and distinct potentials V3 and Va. We know that
for a time independent Hamiltonian, the solution of the Schrodinger equation
oY h?

i, = { o A+ v} b, (2.84)

with initial condition #(r,0) = to(r), is given by

P(r,t) = Z(ﬂ’mﬂ’@ exp (—z

@

(¥t
W ) Ya(r), (2.85)

where (f, g) fR3 f*(r)g(r)d®r is an inner-product in £2(R3; C), and the (E,, 1) are solutions
of the eigenvalue problem (counted with their degeneracy)

h2
{7% A+ V} VYo = Eothy - (2.86)

Note that the sum over o may be discrete or continuous depending on the problem. The above
problem is then solved by diagonalizing the Hamiltonian (i.e. solving Eq. (2.86)) which, under
the assumption that we are looking for unbounded modes, or scattering modes, for which we
have a continuous spectrum for E, > V; and E, > Vb, can be re-written as a Helmholtz equation

w?
Atp 4 e=p =0, (2.87)
C

where we now drop the index « and define w’;/c* = 2mE/h?, and e =1 — V/E.
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Remark 2.7. Here we have simply made an arbitrary identification between the energy F and
the effective angular frequency weg. It should not be confused with the usual relation E = hw
of a de Broglie wave for example. Indeed, it was expected that one should not get a linear
relation between the effective frequency of the Helmholtz equation and the energy because the
Schrodinger equation is a partial differential equation of order one in time while the classical
wave equation is of order two in time. It is here only a mathematically convenient definition
which helps us recover a familiar Helmholtz equation. In fact, we could have chosen another
convention, for example wzﬁ/c2 =2m(E — Vigin) /B2, and € = 1 — (V — Vigin) /(E — Vigin), with
Vinin = min(Vi, V3), so that the effective dielectric constant is unity in the region of lowest
potential for example. However, note that the consequence of such a definition for the effective
angular frequency which is not consistent with a linear frequency-energy relation implies that a
plane wave of frequency weg is not a de Broglie wave with energy F = hweg. One should then
be careful about the physical interpretation and always go back to expressions with the energy
in the end.

2.6.2 RRE for scalar waves

For the scattering of a quantum particle, the boundary conditions at the potential interface
are given by the continuity of the wave function and its normal derivative with respect to the
interface

L [Y(s(x) +nn(x)) —(s(x) —nn(x))] =0 (2.88a)
lim n(x) - [Vip(s(x) +90(x)) = Vi(s(x) —nn(x))] =0. (2.88b)

Similarly to what was done in the case of electromagnetic wave the wave function i) may be
written as a sum of plane waves in each region of constant potential as
d*q
(2m)?

COEDY [, 5@ exnliti@) - o) (2.89)

Assuming that Eq. (2.89) is valid close to the interface of the step of potential, the continuity
of the field and its normal derivative with respect to the interface yields

Z/w‘f(q) exp(ikf{(q) - s(x)) (j;()Iz => /d)‘z’(q) exp(ik2(q) - s(x)) (j;;]z 2900
a=+ 2
(;i/w‘f(q) exp(ik‘f(CI)-s(x))n(x),ktlz(q)(;l%

=> /w‘i(q) exp(ik%(q) - s(x))n(x) - ki(q) (;lﬂz)] o

a==+

By multiplying Eq. (2.90a) by n(x)-k5(p) exp(—i kb(p)-s(x)) and Eq. (2.90b) by exp(—i k5 (p)-
s(x)), where p = p; &, +p2 &, is an arbitrary in-plane wave vector and b € {+} is arbitrarily
chosen, and finally summing the two resulting equations and integrating over x we obtain

d?q
(2m)2
(2.91)

> [ vt white | @) (e) + K@) 55 = 3 [ i@ whie | ) () + ki(a)]
a==% (27I') a==%
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The definition of wg’gL was given in Eq. (2.18) in the derivation of the reduced Rayleigh equations
in the case of electromagnetic waves. Following the same steps as in the derivation of the transfer
equations in the case of electromagnetic waves, we find without difficulty the transfer equations
for scalar waves subjected to the continuity of the field and its normal derivative with respect
to the interface

S [ a—a) % T @ la) vt (@) s = 2002 () () (292)
a==+
> [ @) R wla) @ S = 2ban () U ) (2.02b)
a=%4"

Here the definition of .71{77’; was given in Eq. (2.21). The transfer equations for the scalar waves
subjected to the aforementioned boundary conditions are similar to the transfer equations for
electromagnetic waves but replacing the matrix of change of polarization basis P?”sl by the scalar
1 (compare e.g. Egs. (2.43) and (2.92a)).

Remark 2.8. We would like to stress that the above transfer equations for scalar wave are
only valid for the boundary conditions imposing the continuity of the field and its normal
derivative when crossing the interface. Such boundary conditions are relevant for the scattering
of a quantum particle by a potential, for example. However, one must keep in mind that
for the problem of scattering of acoustic waves, the boundary conditions would be different.
Consequently, for a problem of scattering of scalar wave with different boundary conditions
than the one chosen above, the corresponding transfer equations would read in general as

> [ At wla) B | @) vt (@) (o = 200 () v (6) (294)
a==%
> [ a5 wla) 5 | @) v (@) (5 = 2bes () w1 (6) (2.98)
a==%

where Fﬁfl is a scalar function which depends on the boundary conditions. In the concrete

example of the acoustic scattering problem from and through a penetrable interface, the problem

is modeled by the following equations?,

ov 1
=t p Vi =0 (2.94a)
%ﬁ’ +cpi Vv =0, (2.94b)

where v, 1, are respectively the velocity field and pressure variation of the fluid, and the

constants p;, ¢; are respectively the average density and speed of sound in medium j. By taking
the time derivative of Eq. (2.94b) and substituting Eq. (2.94a) into it, we obtain the wave
equation

0%y B

¥ AAY=0. (2.95)

“The system of equations, Eq. (2.94), is obtained from a linearization of Euler’s equations.
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It is common to assume the continuity of the pressure and the continuity of the normal velocity
across the interface, i.e.

lim [ (s(x) +nn(x)) - ¢(s(x) —nn(x))] =0 (2.96a)
nlig}) n(x) - {% Vip(s(x) + nn(x)) — p—12 Vip(s(x) — nn(x))} =0. (2.96b)

In such a case, we leave to the reader to show that for acoustic waves we have

F(pla) =p2 [kb(p) —ki(a)] - [ps ! Ki(p) — p1* ki(q)]
~ (— —6—1) i (1——) K3(p) - ki(a) (2.97)

p2 p1) & Iz}
where we have set an arbitrary reference speed ¢ > 0 and defined a effective dielectric constant
€ = 2/ c?. Other types of boundary conditions are of course possible and the factor Fll;% must
be adapted accordingly by re-deriving the reduced Rayleigh equations each time. Note that in
the limit case po = p; the boundary conditions are those of continuity of the field and its normal
derivative with respect to the surface and that we indeed recover the corresponding transfer
equations derived in Egs. (2.92a) and (2.92b) since

ba WQ
Fnela)l,,_,, =(e—a) 5. (2.98)

Considering now the scattering of an plane wave incident in the potential region 1, 9y(r) =
Ugexp(iky (py)-r), and assuming that the only waves allowed to be scattered are those of with
wave vector directed upward (a = +) in the potential region 1 and downward (¢ = —) in the
potential region 2, we can write

¢1 (a) = Po (2m)*6(q — po) (2.99a)

¢3 (@) =0 (2.99b)

¢ (a) = R(a | py) Yo (2.99¢)

¥y (a) =T(a | pg) Yo - (2.99d)

Plugging the above equations in Egs. (2.92a) and ( 2.92b) respectively applied for b = + and
b = —, we obtain the following reduced Rayleigh equations
+ d?q +,—

[ i la) R o) (S =~ e (2.1002

d?q¢ 2 (p)c? 3
/312 (pla) T(a | Po)( T (=) (27)%3(p — Py) - (2.100D)

The corresponding equations in the case of other types of boundary conditions are immediately
obtained in view of Remark 2.8.

Remark 2.9. In the rest of this work, when deriving approximate solutions of the reduced
Rayleigh equations, we will always treat the case of electromagnetic waves. In order to obtain
the corresponding approximate solutions for scalar waves it will suffices to replace the matrices
M?’ﬁl by the scalar factor for the chosen boundary conditions, which may simply reduce to a
constant for the case of scattering by a quantum particle.
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2.7 Summary

It is time to summarize what has be done is the present chapter. We have derived the theory of
the reduced Rayleigh equations for electromagnetic waves as well as for scalar waves subjected to
different types of boundary conditions in a unified framework. The reduced Rayleigh equations
are decoupled integral equations for the reflection and transmission amplitudes in which the
right-hand side, or source term, encodes the incident field. Maybe more fundamental than the
reduced Rayleigh equations are what we have called the transfer equations which are integral
relations linking the Fourier amplitudes of the fields below and above the interfaces. The transfer
equations will be particularly important to generalize the framework to multilayer systems.
Furthermore, by considering the deviation of the solution of the reduced Rayleigh equations from
the solution for a planar surface, we have obtained Fredholm integral equations of the second
type, which we have named the reduced Rayleigh equations of the second type. The latter
equations allow for a Born series expansion of the solution to the reduced Rayleigh equations in
terms of multiple scattering events diagrams. We will see later that the iterative procedure for
obtaining the series expansion will lead to a powerful numerical scheme for solving the reduced
Rayleigh equations.



Chapter 3

Multilayer systems

In this chapter, we will generalize the formalism of the reduced Rayleigh equations to multilayer
systems. The transfer equations Eqs. (2.44) and (2.47) derived in Chapter 2 will serve as
building blocks to derive in a systematic way the reduced Rayleigh equations for a stack of
arbitrary many rough layers. The system of sub- and superscripts introduced in Chapter 2,
which might seem more pedantic than useful so far, will reveal here their power in composition
rules.

We will derive transfer equations between any two layers in the stack which relate the field
amplitudes in each of the two chosen layers without explicitly using the field amplitudes in
intermediate layers. In particular, by applying the transfer equations to the whole stack, we
will deduce the integral equations satisfied by the reflection and transmission amplitudes for
the scattering by the whole system, namely the reduced Rayleigh equations. The transfer
equations keep the same integral equation structure as for the case of a single interface but the
corresponding multi-interface transfer kernel is now defined via multiple integral composition
of intermediate single-interface transfer kernels.

Although the derivation of the reduced Rayleigh equations for a multilayer system is rather
straightforward, two types of numerical issues are to be expected when it comes to solving
them. First, it is quite common to encounter numerical instabilities for film systems if no care
is taken. Indeed, we expect from a physical point of view the existence of exponentially growing
modes inside the film. These modes should not, in theory, represent any problem since there are
modes which are growing but are bounded within the film. Nevertheless, exponentially growing
modes are known to lead to instabilities when it comes to numerics. Second, the composition
rule to obtain the multi-interface transfer kernels significantly increases the complexity for
setting up the numerical linear system associated with the reduced Rayleigh equations. We will
see that already for a system containing two rough interfaces the computation of the transfer
kernel represents a challenge in itself.

Taking the example of a system containing two interfaces, we will show that the complexity
associated with a system where only one of the interface is rough and the other planar is
essentially the same as a system made of a single rough interface. In such a case, we will
also explain in details how the equations can be recast in a form which is numerically stable.
Unfortunately, constructing a robust and low complexity algorithm for the general case where,
for example, two interfaces are rough has not yet been achieved, and is an ongoing research topic.
We will suggest potential tracks, based on the reduced Rayleigh equations of the second kind,

7
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and the probability interpretation associated with it, which may cure the curse of dimensionality.

3.1 The system

We consider a system composed of n+1 layers separated by n interfaces (n € N*). The media are
indexed from 1 to n + 1, where the first and n + 1th media are semi-infinite in the z3-direction.
We assume that each interface admits an average plane parallel to (€1, €é2) and are bounded in
the é3-direction. The i*" interface (i € [1,n]), separating the media i and i + 1, admits an
equation of the form

z3 =G (x) , (3.1)
for x in the (&;,&3) plane. We also assume that all interfaces are disjoint and ordered, i.e.

Vie [1,n — 1], 1 < G, as shown in Fig. 3.1.

We are interested in finding integral equations satisfied by the reflection and transmission am-
plitudes, R (p|po) and T(p | p,), after interaction with the whole system. If we come back
to Eq. (2.44), that we may write for the fields on both sides of the first interface for example,
we now need to know the upwards propagating field in the first slab, which does not vanish
anymore since a set of subsequent interfaces also scatter back the transmitted light. The idea is
to successively eliminate all the fields in the intermediate interfaces and reach the last medium
(which is assumed semi-infinite).

€3 €1

M/J\MW\W x3 = (1(x)

€2

MWW\/V‘NW\' T3 = CQ(X)

V\’\IV\/"‘/\A/WM"W"M xr3 = Cn(x)

€En+1

Figure 3.1: Illustration of a multilayer system and indexation of the media and the surface
profiles.

3.2 The transfer equations

We assume that the derivation of the transfer equations carried out in Chapter 2 is still valid
for each interface, i.e. we assume that the electric field in each layer may be expanded in plane
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waves. For each interface we can write Eq. (2.44), which reads for i € [1, n],

i i i1,ai i d2p'
Z / fﬁr;a Pit1|Pi) M;lfllla (Pita I Pi) €7 (P)) o

2
2 (2m)
2.\ /€€i11 Qi1 a‘+1(p:+1) 0
— \/Tgﬁ-?l - :7 £ (Piva) - (82)

The reason for indexing a;, a;41 and p;, p;y; in Eq. (3.2) will become clear in a few lines. We
recall that a;11 and p; ; can be arbitrarily chosen. Moreover, the definition of Jha 11, must be
precised. In Eq. (2.21), the profile function is now naturally replaced by the one of the interface
i. More generally, the kernel scalar factor Jlbma(p |q) forI,m € {i,i+ 1} and I # m is defined as

T (p | @) = (bt (p) —aam ()" / exp [—i(k} (p) ~ K% (@) - (x +Gi(x) &)] dz.  (3.3)

One may argue that we do not strictly need two indices for Z‘Tl,i’ since it only appears for
successive layers, and it is not defined for non-successive layers. However, we keep the two
indices because we will interchange them when we deal with the backward relation later on, so
the order of the mdices’ is important. Furthermore, it will be convenient to define the single
interface kernels @ ", defined for successive media, i.e. I,m € [1,n + 1] such that |l —m| =1,
a,b € {£}, and p, q in the vector plane (é1,€2) by

e (pla) =o' (p) T (pla) M2 (plq) . (3.4)

The transfer kernel is qualified as forward if | > m and backward otherwise. In order to compact
further notations, we define 1;41; = 27"’6’“ With these new notations, Eq. (3.2) reads

€ir1—6€;

s d?p; ;
> / O™ (biva |B) £ () (55 = @iv Tivnas £ (Bun) (3.5)

a; =+

By multiplying to the left both sides of Eq. (3.5) by a;11 @f_f;:ﬁfl (Pit2 | Pit1), where ajp2 = £

and p;,, can be arbitrarily chosen, and summing over a;; = + and p;,, one obtains

; 1,0 d?p;, d%pit
> i Z / / O (Piva |Pisa) O™ (Diva [P1) E(P) (53 77

aj41==+

i i i dzp"+1
= Ni+1,i Z /®;L++22111+1 p2+2‘pi+1)£g++11(pi+l) (27:)2 . (3.6)

a;1==%

On the right hand side of the above equation, we recognize the left hand side of Eq. (3.5) taken
at interface i + 2, hence

10 d’pi PPpiy
D i Z / / O (Piva [ Piss) O™ (Disa [0) £ (P) (57 o7

ajp1=%
=aiva Niv2ir1 Niv1i Eip5 (Piva) - (3.7)
By interchanging the order of the integrals we obtain
2

a; a1 a d Pi a;
®L+§27 p7,+2 | pi) 5,;7 (Pi) Toe — Qit2 Mi+2,i “:i++22(p'i+2) . (3-8)
(2m)

a;=%
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The above integral equation has the same structure as the forward transfer equation for a single
interface, Eq. (2.44), and relates the field amplitudes in media ¢ and ¢ + 2 without explicitly
referring to the field amplitudes in medium ¢ + 1. This comes with a cost since the new transfer
kernel @ff;l’az, which will be called the forward two-interfaces transfer kernel between media i
and 7 + 2, is defined by the following transfer kernels composition rule

ait2,ai i4+2,i Qi41,0; dzp,
@[:»Ei”' (p ‘ q) = Ait1 / ®7++22L(+1+1 P | p,) ®Z++11L( (p, | q) (271_)2 . (39)

al+1 +

In addition, we have defined in Eq. (3.8) the right-hand side factor

Nit2,i = Mit2,i+1 Mit1,i - (3.10)

By iterating the process, we can successively eliminate intermediate fields between any two
arbitrary layers ¢ and i + j, j € [2,n + 1 — i, and we obtain the following forward transfer
equation

itjri a; dzpi Qitj
Z / 01" (Piyy | pi) E7(pi) @n)E = it i EF Pigj) s (3.11)

where the j—interfaces forward transfer kernel from i to i + j is defined from the composition
rule for k € 2, j]

@j++kk1al (pt+k | pt

i d2p' k-
= Qik— 1/91+2k111:k11 (Pitk | Pivka) O (pi+k»1|pi)(2++)217 (3.12)

(11+)c 1=+
ai41,a4

and initialized for k = 1 with the single-interface transfer kernel ©;}1'7"" (pit. [ Ps). Equivalently
one may prefer the following expression expanded in single-interfaces transfer kernels

@?-;-72% (pz+7 ‘p’b =

Sy i1, a5 d?piy d®piy-
Qjgj— 1/ Z az+1/@,a+71ijﬂ1l (Pitj | Pitjr) - @?ﬁl,ia (Pit1 | Pi) (27;)21 (2;)21 .

a1+7 1=+ ajp1==%

(3.13)
In addition, the right-hand side factor ;4 ;; is also defined by recurrence and reads
J
Nitji = H Nitk,itk—1 - (3.14)
Similarly, we can derive the backward transfer equation:
a;_ ],az d DPi a;_j
Z O (pis | p) £ () Ty = i i £ (Piy) (3.15)

where j —interfaces backward transfer kernel from i to i — j is defined from the composition rule
for k € [2, 4]

6211 kkzm (pz k ‘ pl

ik k1,08 pik
= a;— k+1/@1 ittt (Pik [ Picka) O (Pioka | D) (QIT);I . (3.16)
_:t

Aj—k+1
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a;—1,a;

initialized for k = 1 with the single-interface transfer kernel @, i (Pi-1 | Pi)- Equivalently one
may prefer the following expression expanded in single- interfaces transfer kernels

9;11 g]';az (Pij | Pi) =

Ai—j, Qs +1 @i—1,054 i-1 -j+1
Qi— J+1/ Z Qi— 1/62 ]]’L j‘le pl'jlpi-j+1) eifl,i (plllpl) T N2
a;_1=%

(2 )? (2m)?
(3.17)

ai—jp1=%
In addition, the right-hand side factor 7;_;; is also defined by recurrence and reads

J
Ni—ji = H Ni—k,i—k+1 - (3.18)

We have finally obtained the transfer equations generalized to any two slabs in a stack. These
equations can be applied to the whole set of slabs to obtain the integral equations for the total
reflection and transmission amplitudes as shown in the following section.

3.3 Reflection and transmission by a multilayer system

Assuming that we consider the reflection and transmission of an incident plane wave incoming
in medium 1, whose amplitude is given by Eq. (2.48), and according to the definition of the
reflection and transmission amplitudes Egs. (2.49) and (2.50), and knowing that for an11 = +
we have 8:; +1(p) = 0 (i.e. no upwards propagating wave in the last medium), we have

&1 (a) = (2n)*d(a—po) &, (3.19a)
£ (a) =R(a|py) &, (3.19D)
Er41(a) =0, (3.19¢)
Eoi1(a) =T(alpy) &- (3.19d)

By applying the transfer equation, Eq. (3.11), for a,11 = +, between the first and last media
(i.e. i =1 and j = n), and inserting Egs. (3.19a), (3.19¢) and (3.19b), we obtain the following
integral equation for the reflection amplitude

d?q _
[l mla) Ralpa) s =~ 014 (o) - (3.20)
By applying the transfer equation, Eq. (3.15), for a; = —, between the first and last media (i.e.

i =n+1and j = n), inserting Eqgs. (3.19a), (3.19¢) and (3.19d), we obtain the following integral
equation for the transmission amplitude

2

d
[ennela T alp) s

o) = Nt (2m)%0(p —pp) Iy | (3.21)

Remark 3.1. These equations have the same structure as in the single interface case. The only
difference resides in the transfer kernel which is defined as multiple (integral) compositions of
single interface transfer kernels.
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3.4 Stack of flat interfaces — Fabry-Perot interferometer

When all interfaces are planar the profile equation of the j™ interface is given by,

z3 =G (x) = —Hj. (3:22)

where H; > 0. For convenience we choose the origin on the first interface, hence H; = 0.
Slmllarly to what we did in section 2.3, it is immediate to show that 7. a_ﬁlj’a’ for a planar

interface reads

ei(‘lwrl Q41 (P]+1 )—ajoy (Pj))Hj

Cﬁlifj’aj (pj+1 |pj) = 2”)2 5(Pj+1 - Pj) ) (3.23)

aj+105+1(Pj41) — a;05(p;)

thus, all integrals in the multi-interface transfer kernels become trivial due to the Dirac masses
and we are left with

O, (pla) = ©,11 1" (p) (21)*3(p —a) , (3.24)
where we defined
n z(aj+1ﬂ]+1(P) aja;(p))H;
821" (p) = n - MUY (plp) . (325)
A anzzt “n(P) E ajp141(p) — aje(p)
auz::i

By inserting Eq. (3.24) into Eq. (3.20), we can solve for the reflection amplitude:

R(p[po) =~ [0:754(po)]  ©171.1(po) (20)5(p — po) (3.26)

Remark 3.2. As expected from a system consisting of planar parallel interfaces, only the specu-
lar mode is present as indicated by the Dirac mass. Moreover, from the definition of (:)Z’rll ’lal (p),
given by Eq. (3.25), it is clear that it is a diagonal matrix, and so is its inverse. Indeed, all
factors M?fll]’a] (p|p) are diagonal by definition of the Mjfﬁ]’% matrix when evaluated at a
pair of identical in-plane wave-vectors. Hence, R(p |p,) is diagonal, which means that there is

no polarization coupling.

Similarly, for the transmission amplitude we obtain:

o -1
T(pPy) = i1 [O11(Py)|  (27)%(p o). (3.27)
with
n l(”J(’J(P) ajyroj41(P))Hjp1
éal’,;a,wrl p) = Mq’j.’ajJrl PIpP) .- 3.28
1,n+1 ( ) a;i Ocz(p IJ a; O(J *a‘7'+10tj+1(p) 3.J+1 ( ‘ ) ( )
a,,::i

We may verify that the expression given by Eq. (3.26) corresponds to a well known expression
for the reflection amplitudes of a Fabry-Perot interferometer for the case of a system made of
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three media separated by n = 2 interfaces. Denoting by d the thickness of the film (second
medium), Eq. (3.26) yields for s-polarized wave Rss(p | Py) = 7ss(Pg) (27)25(p — py) with

eldle2ter) (qn — ap) " (ag + a;) 7t — 2 o) (ay + o) T (—an + a;) !
eid(@2—01) (a3 — ap) (g — ap) L — eid—a2—a1) (a3 + ap) L (—ag — ap )L
1

Tss =

_ Pidas €2 (a3 — ) "N 4+ 1) 7! — €72 (a3 4 o) T Hag — a0)”
et (ag — ag) " — ag) ™t — e~ (ag + az) " Hag + ap) !
] —o —24d. ag—Q

_ eQidal a;+af + e (y§+uz

1 672ido¢2 Q1 —Qp p—Qg
+ aztay agtaz

1,2 2,3) _9;
7‘\25 )+T§s )6 2idas

__ 2iday
=e : , (3.29)
o 7L

where rﬁi’g) and rg’S) are the Fresnel coefficients for s-polarized reflection for a single planar

interface separating media 1 and 2, and 2 and 3 respectively. Equation (3.29) is a well known
expression for the reflection amplitude of the Fabry-Perot interferometer for s-polarized light up
to the phase factor €1 and the sign in the exponential factor =242 which depend respectively
of the choice of origin and the orientation of the xz3-axis (see e.g. [59]). The derivation of the
Fabry-Perot amplitudes for the reflected p-polarized wave and for the case of transmission is
similar and is left to the reader. The reduced Rayleigh equations for multilayer system are then
consistent with well known results in the limit case where the interfaces are planar.

3.5 Numerical challenges

This section can be read superficially at first and we recommend the interested reader to read it
in more depths after reading Part II.

In this last section, we anticipate on some numerical issues and challenges for the resolution of
the reduced Rayleigh equations. The aim is not to discuss the details of the numerical resolution,
which will be the object of Part II, but rather point at some properties of the equations which
are likely to make the numerical resolution delicate. For the sake of clarity, we will restrict
ourselves to the case of a system made of three media separated by two arbitrary interfaces. The
corresponding reduced Rayleigh equations satisfied by the reflection and transmission amplitudes
are respectively given by

[ et wla) Raalpy) 5% = - 05 ®v1py) (3.300)
/ ©1; (pla) T(alpy) % = —ms (2m)> 6(p — Py) - (3.30b)

As a small digression, let us mention that these equations will be at the basis of the study of
Selényi rings in Chapter 10 and in one of the model of the plasmonic photonic surface studied
in Chapter 12.

3.5.1 Numerical stability and exponentially growing modes

The first issue we will be concerned with is that of the stability of the numerical scheme.
Numerically, the integral equations (3.30) are discretized to obtain linear systems, and only
certain finite set of discrete modes are taken into account. These modes may be propagating,
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evanescent or even exponentially growing modes inside the film (medium 2). If the norm in-plane
wave vector associated with such a evanescent or growing mode is large, the exponential decay
or growth rate may become large. Physically, such rapid growth or decay will be attenuated by
a corresponding amplitude which is expected to be weak. Due to numerical precision, making a
small (and inevitable) error on the amplitudes of such modes may yield to dramatic instability.
As a rule of thumb, the decay or growth rate is controlled by |a2(p)|d. It is then expected that
the thicker the film or the larger the dielectric constant of the film, the more likely instability
are to occur for a given set of modes. In other words, troubles are expected when the film
becomes of the order of a few wavelengths thick. One may naively think that the modes in the
film should not be an issue since we are not evaluating them by virtue of the transfer equations.
However, the fact that the amplitudes of the modes in the film do not explicitly appear does not
mean that they do not contribute, quite on the contrary. Their contribution is encoded in the
transfer kernel. It is therefore expected that the source of the trouble will be found in analyzing
the transfer kernels. By definition the transfer kernel ®3;" (p|q) in Eq. (3.30) is given

az az dp/
Ol (pla) = 3w [ O (pIp) O% " (0la) 5 (331
as==+

Cases where one of the interfaces is planar.

Let us assume first that the second surface is planar and we set the origin of the coordinate system
on the second surface, hence (2(x) = 0 and the surface profile function of the first interface can
be written as (1(x) = d + ((x), where d is the average film thickness and [ ((x)d?z = 0. The
scalar kernel factor J35"* associated with the second interface thus reduces to

Ti5 (P q) = [asas(p) — aza2(p)] " (21)* 6(p —q) , (3.32)

az,a1

and the scalar kernel factor Jy; assoclated with the first interface can be factorized as

agag( ) — a1a1

az,a1 _ exp[—i(
‘7 ( |q) N a2(12(P) - alal

)d] / exp [—i(k2? (p) — ki () - (x +C(x) &3)] d*z

def ~a2,a1

= exp|—i (azaz(P)—alal( Ndl T (pla)- (3.33)

The last equaligyaib a defining equality for J ;iaj (gpa| q). Note that the profile function in the
definition of Jo; " (p |q) is ¢ and not ¢, thus Jo;  (p |q) represents the scalar kernel factor
one would get if the origin was chosen to lie on the average plane associated with the first
interface, hence the phase factor in the right-hand side of Eq. (3.33). Expansion of Eq. (3.31)

thus reads

T
Ciea(pya Mz (P |P) o1 (Pla) M3 (p|a)

O4f(plq) = |e az(p) — aa(p)

piestera Miy ( \p>({§) ipcl';};) 2RI aprag i (p)em @i, (330

Let us now analyze the behaviour of the exponential factors as |p| or |q| becomes large.
For |q| > mw/ec, a1(q) = ifi(q), where Bi(q) = (q® —eiw?/c*)Y/? > 0. Hence e*(@)d —
e P1@d _ 0 as |q| — oo. This term is therefore not troublesome. Similarly, for |p | > naw/c,
aa(p) = iBa(p), where Ba(p) = (p? —eaw?/c?)Y/? > 0. The exponential factor in the first term
of the square bracket in Eq. (3.34) thus becomes e~*2(P)d = ¢f2(P)d _; o6 as |p | — oo while
the exponential factor in the second term becomes ¢2(P)? = ¢=B2(P)d _ (0 as |p| — co. It
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is therefore recommended to take care of the factor e~"2(P)d Lot us factorize it out so that
Eq. (3.34) reads

A+t
M (plp) T (Pla) M3 (pla)
az(p) — a2(p)
or(pya Miz (0 P) Tor (PlMy ()] 1 4 -
7621(12(;))(1 32 21 21 s 1 pla 1 p e'Lcn(q)de—zaz(p)d
as(p) + az(p) 3 (P)ay (P)
def _ _ —ia
= M(p|aq)oz'(p)ay ' (p)e 2P, (3.35)

O (pla) =

where the last equality defines M(p |q). So far we have only analyzed the kernel ©3;" of the
integral equation (3.30a). Consider now the right-hand side of Eq. (3.30a). Following the same
steps as the one executed for expanding the kernel @3?', we obtain that

M;?(p Ip) j;l_ (P |Po) M;f(P | po)
az(p) — a2(p)

05, (plpy) =

+7 S —_—
_ eZiag(p)d M32 (p ‘ p) JQI (p | pO) M21 (p | p(]) (lgl(p)(lg_l(p) efial(po)d efiag(pﬁi
a3(p) + az(p)
def

= N(p|po)as ' (p)ay ' (p) e 2P (3.36)

where the last equality defines N(p | py). The exponential factor e~2(P)d can then be also fac-
torized out of the right-hand side of Eq. (3.30a). Since this factor only depends on the variable
p, it can be taken out of the integral in Eq. (3.30a) and simplified on both side of the equa-
tion (and so can the factor a;'(p)ay'(p)). Consequently, we have removed the exponentially
growing terms on both side of the equation, and we obtain a new formulation of Eq. (3.30a)

2

/M(p la) R(q[po) ((217()]2 =—-N(p|po). (3.37)
where the new kernel and right-hand side were defined above. Mathematically speaking
Eq. (3.37) is equivalent to Eq. (3.30a), however, from a numerical point of view, we have
experienced that Eq. (3.37) leads to a numerical scheme which seems stable for film of several
wavelengths thick while a numerical scheme directly based on Eq. (3.30a) leads to instability
for a film thickness of the order of the wavelength.

Let us now consider the case where the first interface is planar and the second is arbitrary
instead. In contrast to the previous case, we will see that the present one contains an additional
difficulty. In that case, we make the choice of origin on the the planar interface, i.e. that we
have (; = 0 and (2 = ( — d with d > 0 still denotes the film thickness. Thus we have

Toi " (P @) = [az02(p) — aran(p)] ™" (27)* 6(p —q) , (3.38)

and

Ty (p ) = SPER) =0 oy it (p) — k) - (x4 )]

© expli(azas(p) — azaz(q))d] Tss (pa). (3.39)
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Following the same steps as in the previous case we obtain

o+t
o—ias(@d I3z (P1a) Mg (p|a) M3, (g |a)
az(q) — ai(q)

Ab—
; Tz Pla)ME; (pla) My (ala)] 1 iovs(p)d
Jrezag(q)d 32 32 21 a a elas(p)d 3.40
az(q) + a1(q) 3 (P)az (a) (340)

i (pla) =

)d

As in the previous case the troublesome factor is identified to be e~%2(@4 which we factorize

out

T (pla) M (p|a) My (a]q)
az(q) — ai(q)

At _ _

sicn(@d J32 (P1a) Mgy (P |a) M5, (a]q) a7 (p)ag ! (q) P iaz(@)d
az(q) +a1(q) :

def

' M(p @) ag ! (p) ¢! (P) e (3.41)

5" (plq) =

+e

Note that here we re-use the same notation as before for what will be become the new transfer
kernel for simplicity, although the definition differs. Similarly, the right-hand side can be recast
as

S+ _
J32 (P|Po) 1\/13+2+ (PlPo) M2+1 (Po | Po)
az(pg) + @1(Py)
At+— _ -
2ias(py)d T3 (PIPo) M3+2 (P Po) My (Po | Po)
a2(pg) — a1(py)
déf N(p ‘ p()) a;l(p) 6ia3(p)d 67i(y2(po)d . (342)

93+17 (Plpo) =

+e a7 (p)ag (py) e (P i P

Note that here we do not need to factorized by e~2(Po)d gince it is a constant, but we have done
so for the sake of keeping some symmetry in the equations. The factor a;l(p) ¢@3(P)d can be
taken out of the integral in Eq. (3.30a) and be simplified on both side of the equation. However,
this factor is not the troublesome one. Indeed, the exponentially growing factor e~*2(04 remains
inside the integral in Eq. (3.30a) and cannot be simplified. We need a more subtle manipulation
here, namely a change of unknown. We let the factor e@2(@4 o be ”absorbed” by the unknown
by defining

R(q|py) = ¢ =@ R(q | py) . (3.43)

The resulting integral equation reads

M 1a) Ralpy) 55 =N po)- (3.49)

Equation (3.44) was experienced to lead to a more stable numerical scheme than that obtained

from Eq. (3.30a) used as it reads. The strategy in that case is then to solve Eq. (3.44) for R
and then deduce R from Eq. (3.43) by a simple point-wise multiplication by e/(@2(@)=a2(p))d,

Remark 3.3. We could choose to keep the origin on the average plane of the second interface
instead and obtain slightly different expressions, Nevertheless, this choice would lead to the same
issue with a factor e~*2(9)4 which cannot be factorized out of the integral.
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Similar consideration are valid for the reduced Rayleigh equation for the transmission amplitude.
The only difference is that the case involving a change of unknown is that where the first interface
is arbitrary and the second is planar instead. We summarize below our recommendations for
all the cases. We will commonly denote by M, N and X respectively the kernel of the integral
equation, its right-hand side and the unknown, i.e. we have

'/M(p\q>X(q|po>(j%2 — N |po). (3.45)

The expressions of M, N and X for the different cases are given below.

Reflection rough-planar (1 =d+ ¢, (2 =0)

MG @IP)Ts @lOME(®a)  siasme Mis (01p) Jar (Pla) My (pq)
M(p|a) = { az(p) — a2(p) ‘ az3(p) + a2(p) }

_ Mg—;(P Ip) j;r; (P|Po) M;l_ (P |Po) _ pRiaz(p)d Mg—; (rlp) j;;(P [Po) M31 (P | Po)
N(p[po) = [ as(p) — s(p) a5(P) + () ]

X(a|pg) = exp [i(ai(a) + a1 (py))d] R(a|py) -

Reflection planar-rough (¢ =0, (o = ( —d)

_[J5 RlOME @M @la) |, i@ Ts Pla)Miy (pa) My (a] a)
Mipla) = [ T ke T

_ [Tz (01Po) Mis' (B | P) My (Po [Po) |, a1 Tz (P [Po) My (P Po) Moy (P | o)
e lma) = [ e T et

X(a|pg) = exp[~i(az(a) — az(py))d] R(a|py) -

Transmission rough-planar (¢, = d+ ¢, ( =0)

Rias(a)d I (Pla)My5 (pla) My (ala) Ty (Pla)Miy (pla) My (alq)

Mipla)= os(@)foz(a) + a5(a)] aala)-azla) + as(a)]
N(p po) = LI a1 (o) exp i ()] (20)° 60 )

X(q|pg) = exp [~iaz(q)d] T(q]|py)-

Transmission planar-rough (¢t =0, (2 = ( —d)

M(p |q) = |¢iestp)a My (p|p) Jas (Pla)Ms; (pla) My (p[p)Jas (Pla) My (pla)

az(p) + as(q) —as(p) + as(a)
R (po)aapy) explioa(po)d] (27 6(p — po)

X(qa|pg) = expliaz(q)d] T(q|py) -

N(p|po) =
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Remark 3.4. In the above expressions, we have chosen to always make a change of unknown
even in cases where it is not strictly necessary in regards to the stability of the numerical scheme.
This is simply an aesthetic choice, in order to keep some kind of symmetry on the expressions.
Only for the cases presenting a factor exp[—iaz2(q)d] in the change of unknown is the change of
unknown indispensable.

Case of two arbitrary interfaces.

The case where two interfaces are both rough remains a challenge to be taken. Stabilizing
the reduced Rayleigh equations in this case has not been achieved in this work unfortunately.
We believe, nevertheless that this should be possible, and that inspiration can be drawn from
methods dealing with stacks of planar interfaces. In addition, the sub-cases treated above when
only one of the interfaces is rough may give good hints on what the general treatment should
be, as one may expect it to yield the aforementioned particular cases in the limit when one of
the interfaces is set to be planar.

3.5.2 Complexity of the transfer kernel

In addition to the stability issue, there is an issue of increasing complexity as the number of
layer increases. To illustrate this issue, let us compare the reduced Rayleigh equations for the
reflection amplitudes associated with a system having a single rough interface and a system
having two rough interfaces. In both cases, we have seen that the reduced Rayleigh equation
can be written in the form

/M(p\qm(qmo)(j%‘; — N |po).

The difference resides, of course, in the kernel and right-hand side. Let us focus on the kernel
M(p |q). For a single interface, the kernel reads

M(p|q) = O (pla) =a;'(P) L1 T (p|a) M5 (pla),
while for two interfaces it reads
++ " otaz N @t (1 dp’
O3 (pla) = Z az [ ©5%(p [p') ©317 (P’ q) @mne2
ax=%

We will see in Chapter 5 that numerically, an integral equation such as the reduced Rayleigh
equation can be discretized into a linear system of the form

MR =-N,

where here M is a square matrix and R and N are column vectors (technically two columns-
matrices, one for each incident p and s-polarization, cf. Chapter 5). For a set number of
discretized points (or modes) N, solving the resulting linear with a so-called direct method take
of the order of N3 operations. This is independent of the kernel and right-hand side. However,
there is an additional complexity that must be taken into account, namely, that of setting up the
linear system. Roughly speaking, for a single interface, the number of operation for setting the
matrix M can be written as v N? assuming that each of the N2 elements of the matrix requires
v operations for their computation. For two rough interfaces, the kernel leads to a matrix of the
form

M=MM,-M;M,,
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where M, M,, M3, and M, all have the same complexity as the matrix M associated with
the kernel of a single interface problem. Setting up the matrix M for a two-interface problem
thus requires first to set up four matrices of the same complexity as that of the single interface
problem, so 4vN? which is not a big problem, but more problematic are the two matrix prod-
ucts which require of the order of N3 operations each. Therefore for two-rough interfaces, the
numerical bottleneck becomes setting up the matrix of the linear system, not solving it. This
will be illustrated in more details in Chapter 5. The reader will convince oneself that the power
in the complexity scaling increases by one each time one interface is added to the system. We
are facing the so-called curse of dimensionality.

3.5.3 Reduction of the complexity with the RRE of the second kind

But there is hope. Intuitively, one would expect that the complexity of a scattering problem
should scale linearly with the number of interfaces, and not increase the power of the asymptotic
scaling each time an interface is introduced. Why is that? If we think of methods such as
boundary elements methods, the interfaces are discretized and the numerical problem scales
with the number of discrete points. Thus, the scaling of the complexity is linear with the number
of interfaces. Can we solve the reduced Rayleigh equations numerically with a complexity
which is linear with the number of interfaces? The answer is yes, in principle.

The main idea is the following. Since setting up the transfer kernel is costly, let us avoid
setting it up. Of course, we still need to keep the whole information about the system, and
we should expect to still have to set up single interface transfer kernels but we can avoid the
costly matrix-matrix multiplications associated with the multi-interface transfer kernel.

Instead of the reduced Rayleigh equation for the reflection amplitude, let us consider the reduced
Rayleigh equation of the second kind instead (see Section 2.5). Following the same step as in
Section 2.5 we can derive the reduced Rayleigh equation of the second kind for a multi-layer
system. The starting point is the reduced Rayleigh equation

d?q

[ @it pa) Rialpo) (52 =~ O3 (0 p0). (3.46)

where the transfer kernel and right-hand side are defined by

asza aza aza d2p,
05" (pla) = 3 o [ O3 |p) 05" (') G (3.473)
as=% *

03 (p|p) =a3'(p) T3 (p|p) M$E™(p|p’)
(271')2 5(13 _p/) aza / :| —1 asza: /
— | OAPTP) | jeazas o M3a2 3.47h
IR ko 9] a3 ) ME (0 ) (3.47h)
03" (p'|q) = ay '(p') T3 (p' | @) M3:" (p' | q)

(2m)26(p' —q) 4 , ] o N p )

— + K201 o e i(azaz(p’)—arai(q)) M2291 (1! )

{azaz(p’) —aiai(q) 21 (p'|a) 2 (P) 21" (P’ la)
(3.47¢)

Here we have chosen to place the origin of the coordinate system on the average of the second
surface so that we can write (; = d+ hy and (2 = he where d is the average thickness of the film
and hi and hg are function with zero average. The h; are then replacing the (; in the definition
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of the IClm Thanks to the delta-K splitting, the two-interface transfer kernel can be written as

05" (plq) = (2m)*6(p —q) K{*"(p) + K5* (p|q) + K5*" (p |q) + K{*"' (p|q) (3.48)

where we have defined

Ko (p) S g e~ ilea0a(®)mmn (@)d Vg5 (p | p) Mg:™ (p | p) (3.498)
! S= T as(p)az(p)(azas(p) — azas(p))(azaz(p) — ar1a1(p))
Ko (p def Z o e—i(azaz(p)—a1ai(a))d K329 (p | q) ME%(p |p) M2 (p | q) (3.490)
- az(p)az(p)(azas(p) — aza2(p))
—i(azaz(q)—arai(q))d JCasaz azasz azay
aza def € 35 (p |a) M33*(p |a) M53* (a|q)
K3*"(plq) = a 3.49¢
prela) = ) o a3 (P)ar (@) (ass(a) — araa(@) (3.40)
—1(0202(13) ajai(q))d
a. a1 f aszas aszas
K5 (p|q) < Zaz/ —— K33%(p [ p)) M5 (p | )
ot az(p’)
2p/
a2a ! az2a !
x K31 (p' [ a) M3i™ (p'| q) on)? (3.49d)
By plugging Eq. (3.48) into Eq. (3.46) we obtain
.4 2
Ki* @) Rip po) + [ YK/ (pla) Rialpy) 5
j=2
4
= —(27)*3(p —Po) Ki " (Po) — D K} (P|Py) - (3.50)
Jj=2
By setting the change of unknown
def
AR(p|po) = R(p|py) — p”(py) (27)*6(p — Py) , (3.51)

where p(9)(p,) is the amplitude of the associated Fabry-Perot system (i.e. the response for the
similar system but with planar interfaces h; = 0) given by

P (po) (K (py)] ' K (o) - (3.52)

we get the reduced Rayleigh equation of the second kind for AR(p | p)

Kf*(p)AR(p|p0)+/ZKj+(p|q)AR(q\po) (j%
4 4
== 2K (PIpo) = DK/ (pIpo) P (P) (3.53)

So what have we gained? The reader may argue that we still have matrix-matrix products to be
evaluated in the discretized version Eq. (3.53) if we want to solve it. This seems clear from the
terms in Kj** since K3**' is a integral composition of two modified single-interface transfer
kernels, similar to ©%3*. This would indeed be the case if one would use a direct solver, but
the power of the reduced Rayleigh equation of the second kind resides in its iterative resolution.
Indeed, starting with the initial guess AR(®) = 0 and then taking successive iterates, no
matrix-matrix multiplication is necessary any longer but only matrix-vector multiplications.
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Indeed numerically there will be terms of the form A B AR®) where A and B are square
matrices, which can be evaluated by computing first Y = B AR®) and then AY, i.e. using
only matrix-vector multiplications. This is a significant reduction of complexity, under the
assumption that the fixed point iterative method converges quickly.

We have shown here a promising idea for reducing the complexity of associated with solving the
reduced Rayleigh equations for multi-layer system with rough interfaces. This method, however,
does not cure the inherent unstable feature of the reduced Rayleigh equations as given in their
7usual” form as discussed earlier. The main challenge for future research will be to find a form
of the reduced Rayleigh equation of the second kind which is numerically stable.

3.6 Summary

In the present chapter the reduced Rayleigh equations have been generalized to systems of
stacks of homogeneous layers separated by arbitrary interfaces. The derivation is based on
the composition of the elementary transfer equations derived in Chapter 2 for each successive
pair of layer and yields transfer equations for the resulting system. The increase in complexity
associated with the addition of layers with rough interfaces has been discussed and was shown
to represent a computational challenge. A possible solution for this issue, based on the reduced
Rayleigh equations of the second kind, have been suggested to avoid setting up the costly multi-
layer transfer kernel. In addition, the numerical stability of the obtained reduced Rayleigh
equations have been analyzed and numerically stable expressions have been suggested in the
case of systems possessing one rough and one planar interface. Finding stable expressions to
implement in the case where two rough interfaces are present still remains to be achieved.
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Chapter 4

Periodic structures

The present chapter is devoted to the analysis of the consequence of the periodicity of the
interfaces in the reduced Rayleigh equations. First, from the reduced Rayleigh equations
derived in Chapter 2 in the case of a single interface separating two media, we will recover
the grating formula or the Bloch-Floquet theorem. This result states that the only diffracted
modes allowed in this system are the ones with an in-plane wave-vector that differs from the
in-plane wave vector of the incident wave by a reciprocal lattice of the surface. Consequently,
the integral equations for the reflection and transmission amplitudes will reduce to an in-
finite but countable set of linear equations. Therefore, from a numerical point of view, no
discretization in the in-plane wave vector space is needed compared to the case of an arbitrary
surface, as the unknown is the discrete set of reflection and transmission amplitudes and
the resolution parameter of numerical method is simply a cut-off in the in-plane wave-vector
space, or equivalently in the set of diffractive orders. We will make use of this result in Chapter 5.

Then, based on the theoretical framework developed in Chapter 3, we will consider the case of
a system made of a stack of layers where all interfaces are periodic but may or may not share
the same basis lattice vectors. We will restrict our analysis to the case of a system having two
interfaces for the sake of clarity and illustrate that care must be taken when treating such systems
by distinguishing degenerate and non-degenerate cases regarding the summation of reciprocal
lattice vectors.

€3 €1

T3 = ((x)

€2

Figure 4.1: A system of two half spaces separated by a periodic interface.

93
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4.1 Single periodic interface

We consider a single interface separating two media of dielectric constants €; and €2 and whose
profile is periodic, i.e. there exist a;,as; € R?, such that for all £ € Z? and for all x € R?, we
have

((x+a®)=((x) (4.1)

where al® = ¢1a; + fyas is a lattice vector. In particular, we will assume in the following that
aj,ag are vectors forming the primitive lattice cell a.. Hence the profile at any point can be
constructed from the profile in the unit cell. In mathematical terms, this means that for all
x € R?, there exists £ € Z2, and x. € a, such that

x=x,+a® (4.2)

and consequently,

C(x) = (%) - (4.3)
We recall that in the reduced Rayleigh equations for the reflection and transmission amplitudes
Egs. (2.51) and (2.52), the information about the interface is entirely encoded in the scalar
kernel (and right-hand-side) factor jlb;z. Let us analyze the consequences of the periodicity on
this factor. We recall that for p and q € R?,

. Imela), a¢Ry, (p)
Timela)=4 " b (4.3)
—i¢(p—a), 9€R), (P)
For q ¢ R;’ﬁl (p), we have
I (p @) = (boy (p) —acm ()" / e i (P) K (@)309) g2y (4.4)
The integral becomes
/ i} (p) — K, (@))5(x) g2 — / e~ ilp—a)x g—ilbon (p) —ac ()¢ (%) g2,
R2
-y / —ilP—a)-(xeta®) —ifbar (p) —ac (@)C(x) g2,
72
_ Z o—ilp—a)a® / i P=a)xe o =ilbau (B) —aam (D)0) g2 . (4.5)
2Le7? v @
Now using Poisson summation, we get
) 27m)2
3 eileraa - @n) > dp-qa-GY), (4.6)
Qe :
Le7? Le7?
where G is a reciprocal lattice vector defined as
G® = (b + by, (4.7)

where the basis reciprocal lattice vector are defined, for i,j € {1,2}, by

a; - bj =27 51‘]’ . (48)
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Thus we obtain

I (pla)=(2m)?> dp—q-GO) It (p|aq), (4.9)
Lez2

where we have introduced

L i -k -s(x) 2
l, m(p | q) (bal ( ) —Qa0m, (q))71 —_ / eil(k? () =l (@))-s( )d T . (410)

Gc

For q € R?ﬁl (p), we have to consider

{(p—q)= / ((x) e P> g2y

C(x,) i) b +a) g2

eez2 %
= Z emip—a)al® (alp—q)
Le7?
= (277)2 Z 5(]3 —q- G(e)) éac (G(Z)) ’ (4'11)
Le7?
where we have introduced
Gl ™ - [ ceeriara (112
To sum up, we have
Thepla)=2m)* > dp-q-G*) J ' (pla). (4.13)
£€z?

with

(4.14)

7b,a b,a
Fh(pa) Impla),  a¢R, (p)
_Zga,-(p_q)v qc RI m (p) .

4.1.1 Reflection of a plane wave by a periodic surface

By plugging the expression of jlb;z in Eq. (4.13) into the reduced Rayleigh equation for the
reflection amplitude, Eq. (2.51), we obtain

> Gitelp-GO)Y M (p|p-GY) R(p - G® py)

Lc7?

=—(2m)7 > 3(p—po— G¥) T3y (po+ G | py) M3y (py + G |py) , (4.15)
Lez2

where we have performed the integration on the left hand side using the fundamental property
of the Dirac delta. The distribution on the right hand side being a Dirac comb, it is clear from
the theory of distribution that a solution R must be itself a Dirac comb, with the same support
as the Dirac masses on the right hand side. In other words, there exists a sequence of reflection
amplitude matrices (R™)(po))mez2, such that

R(ppo) = (27)* D 6(p —Pwm) R™(py) (4.16)

meZ?
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with py, def Py + G®) From a physical point of view, this means that the only waves allowed
to be reflected are the ones having a transverse wave vector lying on the reciprocal lattice up
to the incident transverse wave vector p, (see Fig. 1.9 in Chapter 1). In other words, we have
just shown that the reduced Rayleigh equation is consistent with the grating formula. Inserting
Eq. (4.16) into Eq. (4.15) we get

DD P Puse) To1 (Pante | Pen) M3t (Prnis | Pm) R™ (D)
£€72 meZ?

== Z (P —pe) j;,rii(l)e | Po) M2+,’17(Pe [po) - (4.17)
£Le72

We now change the summation index £ <+ £ +m in the left hand side to obtain

> 6p-p) Y. Toi (PelPm) MIT (Pe|Pm) R™ (Do)
£e72 meZ2

== Z (P —pe) jzfii(l’e I Po) M;,f (Pe IPo) - (4.18)
Lez?

Now by integration against a smooth test function ¢ having a compact support included in a
disc of radius min(| b, |,|b,[)/2 centered on p, and such that ¢(p,) = 1, it follows that the
coeflicients of the Dirac delta centered on p, on the left and right hand side must be equal, and
this for all £. We obtain the following infinite linear system, namely that for all £ € Z2,

> T eI Pm) M3 (e | P) R™(pg) = —J577 (Pl Po) M1 (Pe[Po) - (4.19)
meZ2

4.1.2 Transmission of a plane wave through a periodic surface

Similarly to the reasoning applied in the previous section, by plugging Eq. (4.13) into the reduced
Rayleigh equation for the transmission amplitude, Eq. (2.52), we obtain

. 2
S Ji(plp—GO) My (p|p— GE)T(p - GO [pg) = ZYI2NP0) o050 b, (420)

€2 — €
Lez? 2 1

where we have performed the integration on the left hand side using the fundamental property of
the Dirac delta. The distribution on the right hand side is now only a single Dirac delta. Since
the transmission amplitude is taken at different point on a lattice p — G(l), the same argument
as before applies and a solution T must be itself a Dirac comb. In other words, there exists a
sequence of transmission amplitude matrices (T™)(pg))mez2 such that,

T(p [po) = (27)> Y 3(p — Pm) T™(py) - (4.21)
meZ?

Inserting the above equation into Eq. (4.20) we get

> > 60— Pumte) T3 (Pmie|Pm) Mis (Prnse | Pm) T (Do)

LEZ2 meZ?
2
= 2/Ae ) i )y, (122)
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We now change the summation index £ <+ £ +m on the left hand side to obtain

S 6p-p) S Tis (el Pm) Mis (g pm) T(py) = 2Y2NP0) 500 vp (422)

€2 — €
Le7? meZ2 2 1

Now by integration against a smooth test function ¢ having a compact support included in a
disc of radius min(| by |,| by |)/2 centered on p, and such that ¢(p,) = 1, it follows that for all
Le7?,

~_ _ _ 2./€1€
S G5 (Pe|Pa) Mi5 (b | ) T () = Y2 01R0) 5y - (4.23)

meZ? 2
Here 6, def 0¢,,0 0¢,,0 denotes a Kronecker delta, i.e. 0o =1 if £ =0 and 0 otherwise.
The reduced Rayleigh equations which were integral equations in the case of an arbitrary inter-

face reduce, in the case of a periodic interface, to a infinite dimensional countable linear system
of equations as can be seen from Egs. (4.19) and (4.23).

4.2 Multilayer with periodic interfaces

In this section we combine what has been done in the previous section and in Chapter 3 to
derive the reduced Rayleigh equations for the problem of scattering by a multilayer system
whose interfaces are periodic. To stay as general as possible we treat the case where each
surface has a priori a period and a profile in the unit cell different from each other.

_ T~ " 13=((x)

€2

- ~_— ~_—  ~_— = CQ(X)
N~~~ =G
W 23 = (n(X)

€En+1

Figure 4.2: Multilayer system with periodic interfaces.
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4.3 The system

The system under consideration is described by a stack of n + 1 layers separated by n periodic
interfaces, i.e. for all i € [1,n], there exist a;q,a;9 € R?, such that for all £ € Z? we have

Gx+al®) =G (x) . (4.24)

(6) d

As in the previous section, we define a;”’ = 61 a;, t+l2a, 5, and we take a, ;, a, , as the prlmltlve

Qi41,04 i

basis vectors of the unit cell of the i*® interface. Following section 4.1, each factor J; i1

a. a .
the transfer kernel ©,"%'{"", can be written as

ait1,a; £ 541,05 £
jq-ﬁlf (Pit11P:) = (27")2 Z d(Piy1—Pi— GE )) s7¢++11.i (Pit1 | Pip1 — Gq(: )) . (4.25)
£cz?

Here we recall that the interface between media 4, and ¢ 4 1 is indexed as 4, and ac, GZ(-O are
respectively the area of the unit cell and a reciprocal lattice vector of the considered interface.
In particular, we recall that the reciprocal lattice vectors are such that,

G =t1b,; +63b,, (4.26)

where the primitive vectors of the reciprocal lattice b, |, b, 5 are defined by

a,; b, =278 (4.27)

Consequently, the forward transfer kernel reads

@:,:ﬂt’lal(p |q) Z Z G-y 6 (p —q- Z GE@,))
=1

an=% p ec7?
a‘;:i 215522
x éi’;ﬁii”( +ZG<“\q+”iG“ ) 655" (a+ G a)  (428)
Here we have introduced
& (pla) o/ (p) Tym (pla) M2 (pla) - (4.29)

4.4 Reflection and transmission

From now on, we treat the case of two interfaces, n = 2, for the sake of clarity as we are going
to illustrate a fundamental difference between the case for a single interface and the case for
several interfaces. As can already be seen in Eq. (4.28), sums of reciprocal lattice vectors of the
two lattices are involved in the transfer kernel. We define as a reciprocal lattice sum the set of
all vectors of the form G = 37" ; Ggei) with £; € Z? for all i € [1,n] (we restrict ourselves to
n = 2 hereafter). The lattice sum leads to two sub-cases to be considered: the case where the
two reciprocal lattices differs only by a rational scaling factor, which leads to a problem similar
to that of the case for a single interface; and the case where the two reciprocal lattices do not
only differ by a rational scaling factor which leads to a different problem. The two cases will
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be referred to respectively as degenerate and non-degenerate. In all cases, Eq. (4.28) yields the
following equation when plugged into the reduced Rayleigh equation

S ta 2 502t 2 2 1 2 1
> Y @6y (plp-Gi) 65" (b6 p- G Gl R (p-GI* — G|, )
£1,£2€Z2 ag=+
~ +a ~az— .
= - Z Z az (")3;2 <P | p0+G§£1)) @;i (Po +G(1£1> ‘Po) (27r)2(5 (p —Po— G(zb) - G(lll)) :
£1,£5E€Z2 ax=%
(4.30)

Note that here that compared to Eq. (4.28) we have chosen to use the Dirac delta to re-write
some arguments of the single-interface transfer kernels in an equivalent way in the right-hand
side for later convenience.

4.4.1 Degenerate case: rational lattice sum

We start by treating the degenerate case which corresponds to a system for which there exists a
common lattice for two interfaces. In other words, there exists a unit cell, a priori bigger than
that of the unit cells of each interface, which allows one to deduce the whole set of interfaces
by translation of the two profiles. Taking the simplified case of a one-dimensional lattice, this
corresponds to the case where the two lattice constants a; and as, for the first and second
interface respectively, are such that

p
az ==ai, (4.31)
2=, 0

with p,q € N and we assume that the fraction 2 is irreducible. Let us assume without loss of
generality that a; < ag. For such lattices, it is clear that the set of the two interfaces is itself
periodic of period a = pa; = qaz. The corresponding reciprocal lattice constants are then given
by bj = 2m/a; and we can define the reciprocal lattice constant for the overall lattice constant,
a, as b = 2w /a. We have directly from Eq. (4.31) that

by =pb (4.32a)
by = qb. (4.32b)

A vector of the reciprocal lattice sum hence reads

G = l1by + Loby = (L1p + L2q)b . (4.33)

It is now clear that the reciprocal lattice sum is nothing but the reciprocal lattice of the latticed
defined based on the lattice constant a. Indeed, G is an integer multiple of b = 27 /a since p and
q are integers and the smallest non-zero reciprocal lattice sum point is indeed b. To see this, it
suffices to choose 1 = ¢ and ¢ = 1 — p which leads to

G=(gp+(1-plg)b=0b. (4.34)

Up to some geometrical technicalities the same ideas can be generalized for two-dimensional
lattices (this does not pose any problem for aligned rectangular lattices for example). The only
thing to be taken from the previous analysis is that when there exists a common cell for both
lattices wh(ic)h serves as a unit cell for the whole system, then the corresponding lattice vectors
5 (

ags) and a. the subscript denoting the two independent directions and the superscript the
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First reciprocal lattice —_—
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Second reciprocal lattice ~— —p
bo
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(a) Degenerate case: rational scaling factor.

First reciprocal lattice —_—)
b;
Second reciprocal lattice — m——
b
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> @ €0-0- 00-0-0S09 000 @ €0- O 0080-0- €0-0-00 ©O-0505 9 60 @ €0-C-0080-0-0© 0-60 © &

Dense reciprocal super lattice

(b) Non-degenerate case: irrational scaling factor.

Figure 4.3: Illustration of reciprocal lattice sums for (a) the degenerate case when the two lattices
differs by a rational scaling factor (b2/b; = 2/3 on the illustration) and (b) the non-degenerate
case when the scaling factor is irrational (by/by = 1/v/2 on the illustration). Different colors
in (b) correspond to different fixed value of ¢; € [0, 5] (black, red, magenta, violet, blue, cyan)
with open circles indicating negative values of ¢; and filled circles indicating positive values of
4.

fact that there are primitive lattice vector of the whole system), can be used to construct the
reciprocal lattice vectors of the lattice sum, namely bgs) and bgs) such that

al® bl = 2r14;; . (4.35)

The corresponding lattice, defined by the set {Ggl) =10 bgs) +4o bés) | £ = (£1,¢2) € Z?} thus
corresponds to reciprocal lattice sum. An illustration of the above considerations is given in
Fig. 4.3(a).

What have we learned from this analysis? We have learned that the sums over £; and £3 in
Eq. (4.30), i.e. sums over the two individual reciprocal lattices, can in fact be re-written as a
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single sum over the super reciprocal lattice as follows

>3 Y @6y (plp-GEY) 65" (p- G Ip-G) R (p -G |p,)

LEZ? £2€72 az=%

== Z (277)25 (P —Po— G§£)> Z Z az é;;z (Po +G(s£) |p0+G§21)> (:);T (Po +G§ll) ‘Po) )

Lez? £0,€72 ax=+
(4.36)
which we recast as
SKPplp-GY R (p -G \po) =212 Y 5(p—p) K (b o) - (4.37)
£cz? 2c7?
with
P def py+G¥ (4.38a)
T def =~ t+a £: =~ az+ £
KOl ® Y Y 664" (plp—G§ ”) 6,1 (p—G§ ? IQ) (4.38b)
£y€72 az=%
T def = Tas ~a2— 1
K%)(p\q) = Z Z ay Oy (p|q+G§el)> O, (q—i—Gﬁe ) \q) . (4.38c¢)
£,€72 az=%

In other words, we group terms such that Gﬁ‘l) + Géb) is constant, equal to some Gge). We
can now repeat the arguments used in the case of a single interface. The term in the right-hand
side is a Dirac comb on the lattice of the p, def P+ Gge) which imposes that R itself must be of
the form Eq. (4.16). In other words, only plane waves with in-plane wave vectors differing by a
super reciprocal lattice vector from the incident wave vector are allowed to exist in the system.

Plugging Eq. (4.16) into Eq. (4.37) we obtain

3> 5P —Pesm) K (P | Pm) R™ (o) == 3 6(p— o) K5 (pe [ o) (4.39)
£cZ2 meZ? 0€Z2
which after the change of summation index £+m < £ and integration against a smooth test
function ¢ having a compact support included in a disc of radius min(] bgs) [, | bgs) [)/2 centered
on p, and such that ¢(p,) = 1, yields the infinite countable linear system

S K (e[ Pm) R™ (pg) = — K5 (p, | po) © (4.40)

meZ?

for £ € 72.

Remark 4.1. The reduced Rayleigh equation (4.40) for the case of two periodic surfaces in the
degenerate case takes the same form as the reduced Rayleigh equation for the case of a single
periodic surface. The main difference resides in the complexity of the kernel of the linear system,
which as can be seen in Eq. (4.38) is a discrete composition of periodic single-interface transfer
kernels. In particular, such a composition is nothing but a matrix-matrix product (the sum of
matrix-matrix products to be accurate taking into account the sum over as = +) as will be
clear in Part II. It is then expected that solving the reduced Rayleigh equation for the case of
two periodic interfaces in the degenerate case should not be different from the single interface
case. However, we have foreseen in Chapter 3 some difficulties concerning the complexity of the
kernel and on the stability of film system which are still present independently of whether the
system is periodic or not.
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The case of transmission is handled in a similar fashion without difficulty and we obtain the
following reduced Rayleigh equation in the degenerate case

ST K (0| Pm) T (pg) = 71302 1, (4.41)

meZ?

where K%) now is defined as

KPplg® S 3 we,” (p\p —Gim) e (p -G IQ) : (4.42)

£,€72 az=%

4.4.2 Non-degenerate case: irrational (dense) lattice sum

Let us now consider, what will be referred to as the non-degenerate case, for which each interface
is periodic but the system as a whole is not periodic. In this case, we do not expect the Bloch-
Floquet theorem to hold and therefore the scattering of an incident plane wave is not expected
to yield a scattered field that can be written as a sum of plane waves whose wave vector obeys
the grating formula. The system thus may simply be described as any arbitrary system without
taking into account the fact that each surface is periodic. There is nevertheless something of
interest to investigate to try to take advantage of the periodicity of each surface. Starting back
to Eq. (4.30), which we have derived without making other assumptions than the two interfaces
being periodic with different period, and when considering a non-degenerate system, we observe
something which is both interesting mathematically (or strange depending on the opinion) and
quite natural from a physics point of view. We would like of course to take the same steps
as in the degenerate case, but we now cannot find a common super lattice to both lattices.
As a consequence, we loses the grating formula as expected from physical consideration about
the overall non-periodicity of the system. The presence of the Dirac deltas on the right-hand
side nevertheless hints at the fact that the allowed wave vectors still may form a discrete, or
countable set. Indeed, the set of the sum of elements of two countable sets is still a countable
set. But this does not mean that each elements can be well separated from another, in other
words, we may have to deal with a set of in-plane wave vector which is countable but dense in
R2. Let us illustrate this idea by considering again a one-dimensional system where the lattice
constants are related by a irrational scaling factor, say v/2 for the sake of the example

as = \/é(ll . (443)

The reciprocal lattice constants are then given by

2
by = — 4.44
= (4.44a)
2 b1
by = — = —, 4.44b
2= 3 ( )

and the sum of a reciprocal lattice vector of the first lattice and a reciprocal lattice vector of
the second lattice hence reads

£
G="0b+0b=(l1+— )b . 4.45
101+ €202 (1 \/5>1 (4.45)

The set of points of the form Eq. (4.45) is illustrated in Fig. 4.3(b). The different colors for
the points indicate the corresponding fixed value of ¢; and varying value of ¢». In contrast
to Fig. 4.3(a), Fig. 4.3(b) illustrates the absence of an overall lattice and the densification of
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the set of points on the real line when varying ¢; and fo. It is clear that not all the points on
the real line will be reached since, we have already indicated that the set of reciprocal points
is countable. In particular, another way to see this, is that no rational number other than
the integers are reachable. As a consequence of the countable property of the set, not all the
irrational numbers are reachable either. In short, the set of points given by Eq. (4.45) has
properties similar to Q with respect to R, it is countable and dense.

This seems to make sense intuitively. Now, let us come back to the term on the right-hand side
of Eq. (4.30). Taking a one-dimensional analogue for the sake of simplicity, the right-hand side
is of the form

RHS = > acd(p-G), (4.46)
GeS

where S denotes some countable dense subset of R, like our aforementioned lattice sum, and
the ag are some coefficients indexed by G € S§ (which we can do without trouble since § is
countable). Now comes the puzzling mathematical question. What does the above equation
actually mean? We would like to attempt our good old definition of the Dirac delta and try to
test it against a smooth test function with compact support ¢, which would lead to

/R Y acip-Gep)dp= Y acelG). (4.47)

GeS GES Nsuppy

The right-hand side in Eq. (4.47) would diverge if nothing is specified about the ag. Indeed,
taking ag = 1 for all G € S would lead to Zcesmsupw »(G) = oo for a positive test function,
since we would sum an infinite number of terms of the same order. Intuitively, its seems that
the coefficients ag must then have a fast enough decay rate when ordered with decreasing
modulus for the right-hand side of Eq. (4.47) to be defined. Coming back to the picture drawn
in Fig. 4.3(b), we could expect that the weight ac associated with somewhat increasing ¢; and
elly decays as the set of points becomes denser and denser so that when summed with the
corresponding weight, a finite result may be obtained.

We have done our best here to discuss intuitively the meaning of the Eq. (4.30) but it is clear
that a rigorous treatment would require elements of measure theory and distribution theory.
We are physicist after all, so let us be satisfied with the intuition for this work. What does it
bring us then with respect to solving such a problem with a computer? As already mentioned,
one way of dealing with the non-degenerate case could be to treat it as an arbitrary system
without specific symmetry. One would somehow average the response over a volume of wave
vectors to discretize the problem. Another way, which is similar to what would be expose in
the next chapter for solving the reduced Rayleigh equation for a single periodic interface, is to
assume that we approximate the system by a periodic system with a big period and treat it as
if it were a degenerate case. For example, this would be the same as approximating the scaling
factor v/2 by a rational number in Eq. (4.45) and we would be back to the degenerate case.
Of course, the closer the approximation the denser the number of reciprocal points, and the
heavier the simulation. Nevertheless, we may expect that as the approximation of the scaling
constant becomes better and better, the optical response would converge. One may hope then
that a not too close approximation of the scaling constant is needed before obtaining a decent
approximation of the optical response. Such systems are unfortunately not studied further in
this work, but we hope that the above discussion will be the starting point of further research.
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4.5 Summary

The present chapter has been devoted to analyzing the consequences of the periodicity of the
interfaces for the reduced Rayleigh equations. First, we have seen that for a system containing
a single periodic interface, the fields can be written as a discrete sum of plane waves with
wave vectors satisfying the grating equation. The reduced Rayleigh equations hence become
infinite countable linear systems of equations for the discrete set of reflection and transmission
amplitudes. Then the cases of periodic multi-layer systems were analyzed in a similar way. We
have seen that similar arguments as those used for a single periodic interface apply but with a
distinction to be made between systems whose the periods of the different interfaces are rational
multiples of one another or not. The difficulty to treat numerical the latter case was discussed
with suggested solutions.
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Chapter 5

Solving the reduced Rayleigh
equations; direct method

"If my calculations are correct, when this baby hits 88 miles per hour...
you’re gonna see some serious shit.” — Dr. Emmett Brown
Back to the Future (1985).

In Part I, we have derived the reduced Rayleigh equations for a single arbitrary interface (Chap-
ter 2) and presented a framework which allows us to generalize the reduced Rayleigh equations
to multilayer system (Chapter 3). Also we have applied these equations in the case of periodic
interfaces and recover the well known grating formula (Chapters 4). We have seen that for arbi-
trary rough interfaces the reduced Rayleigh equations yield a set of decoupled (but one can also
consider their coupled counterpart) integral equations for the reflection and transmission am-
plitudes. We have shown that in the case of periodic interfaces, these integral equations become
infinite countable linear systems of equations for the discrete propagative and evanescent modes.

In the present chapter, we present what will be called the direct method for solving the reduced
Rayleigh equations we have encountered in Part I. We will see that arbitrary and periodic
surfaces are numerically handled in a similar fashion in the sense that they lead numerically
to solving linear systems. Indeed, on a digital computer, one may represent a surface only by
a finite number of parameters, which usually translates into finite system size, discretization
points, or a number of Fourier components. The transfer kernels in the reduced Rayleigh
equations will be expanded in sums of Fourier moments of the surfaces profile. For this reason,
we will start by describing the numerical procedures for a periodic system, and then explain
how arbitrary surfaces eventually fall into the same procedures.

The present chapter has essentially two goals. First, the procedure to go from the reduced
Rayleigh equations to an implementable numerical scheme will be described in details, and
a complexity analysis will be made. Second, due to the finite size of the linear systems that
can be handled numerically, the questions of truncation and convergence will arise naturally.
A significant part of the chapter will be devoted to a numerical study of convergence with
the number of modes kept in the truncation of the linear system. In particular, we will look
for convergence criteria and study the convergence rate as a function of reduced physical
parameters. It must be noted that these results have not been published yet as they must
be complemented by further case studies and proper mathematical analysis. The results
nevertheless illustrate clearly the main behaviors to be expected for the convergence of the
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approximated solutions with respect to the physical parameters which, to our knowledge,
have never been published before in the case of two-dimensional penetrable media and hence
constitute a significant contribution of the present work in this area.

Note that in this chapter, our only goal is to solve numerically the reduced Rayleigh equations
for given transfer kernels and to give a preliminary numerical study of convergence. There are
two important points that are not discussed in this chapter. (i) We assume the knowledge of
the transfer kernels, i.e. that we assume the existence of an algorithm to evaluate %bm“ or its
expansion in Fourier moments. This is not a trivial task and an entire appendix is devoted to it
(Appendix A). (ii) Assuming now that we obtain a solution to the reduced Rayleigh equations,
i.e. that we obtain a Fourier expansion of the electric field in terms of reflection and transmission
amplitudes. Is this a solution of the scattering problem given by the Helmholtz equation and the
set of boundary conditions? We are facing the issue of the consistency of the reduced Rayleigh
equations with respect to the initial scattering problem. This question will be addressed in
Chapter 7 on the Rayleigh hypothesis and on consistency analysis.

5.1 Reduced units

Consider the reduced Rayleigh equation for the reflection amplitude Eq. (2.51)

/ *(p|a) M;i(pm)R(qu)%:—m (P po) Miy (p|po) »

for a plane wave with in-plane wave vector p, incident on the interface between medium 1
characterized by the dielectric constant €; and medium 2 characterized by the dielectric constant
€. The wavelength in vacuum of the incident plane wave is given by A\g = 27 ¢/w, where w is
the angular frequency and c¢ the speed of light in vacuum. If we assume medium 1 to have
a real and positive dielectric constant, which is a rather general case if we wish the incident
wave to propagate without being absorbed, we can choose that the wavelength in medium 1,
A1 = Ao/+/€1, will play the role of a length scale of reference. Hence all lengths may be expressed
in unit of A\;/(27). Equivalently, all wave numbers may be expressed in unit of k1 = (/eiw/c.
We introduce the following reduced quantities denoted with a bar ~

x 2/\—; X (5.1a)
of ALz,
¢ = TH(®) (5.1b)
=2 (5.1c)
€1

p™ Vasp (5.1d)

w2 2\'? 2\ 12 4ot w o
)= (0% -B) —va? (1-5) “vataw) (5.10)

w? 2\ 2 o 2\? et w oo
wp) = (% -8) =vat (#-5) ¥ vatew (5.11)
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Using the definitions in Eq. (5.1) for the reduced parameters in the reduced Rayleigh equation
we can express the polarization coupling matrix as

ba [pllal +abaz (P)oa (@) P-4 —by/er Laz (P)[P x 4] - &3
Myi(pla)= o o
a\/e2 % ar (q)[p x q] - &3 Veer xp-q

=€ —&
2

w? [Ipllal+aba. (B)a (@) P-4 —ba.(B)[pxd]-é;
azaq (Q) [P xdl-és zp-4

—rb,a

2
def w A ) =
=€ ? Mz,l (p ‘ q) ) (52)

and

Jﬁ’f(p | Q) = (bas(p) — aal(q))A /exp(—i(p —q) - x) exp (—i(boa(p) — ac1(q))¢(x)) d*z
—(va%)" o) -em@) " [ew <,7;(1—) A M)
))M) d*z

exp (—z’(baz@) ~ oy () Y

~(va¥) " (ta.e) - @) [ew-ip-a) %)
exp (—i(ba.(p) — aa1(q)) (X)) d*z
)

' -3
“(vad) el (5.3)
By substituting Egs. (5.2) and (5.3) into the reduced Rayleigh equation (2.51), making a change
of variable q = \/€1% G and using the definition of the reduced reflection amplitudes Eq. (5.1g),
we obtain the reduced Rayleigh equation in reduced units, or dimensionless reduced Rayleigh
equations
.

/ T (pla) M.y (pla) R(@|p,) (‘;ng =71 (pIPo) MIy (P[P) - (5.4)
What do we learn from the reduction of units procedure? By inspection of the dimensionless
reduced Rayleigh equations and the definition of l\_/Il;‘{ (p|q) and J l;’(i (P | q), Egs. (5.2) and
(5.3), we clearly see that the solution of the dimensionless reduced Rayleigh equation only
depends on the impedance parameter z, and the function ¢. Physically, this means on the one
hand that for a given surface profile and wavelength, the scattering of a plane wave will be
equivalent for any choice of media as long as the impedance is kept constant. By equivalent,
we mean that the reflection amplitudes would stay the same up to an overall scaling factor
(e1w?/c?)™! as can be seen from Eq. (5.1g). Alternatively, for a given choice of media, or fixed
z, changing simultaneously the wavelength of the incident light by a factor 5 and scaling the
surface profile by the same factor in the three directions would result in equivalent reflection
amplitudes. To summarize, what matter are the dielectric contrast, or impedance, and the
relative length scale between the wavelength of the incident light and the characteristic lengths
of the surface profile.

Let us apply further the dimensionless reduced Rayleigh equation in the case of a periodic in-
terface. We have seen in Chapter 4 that in the case of a periodic interface, the reduced Rayleigh
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equation becomes a infinite dimensional (countable) linear system and that the reflection am-
plitudes is a sum of weighted Dirac masses on the lattice (p,)ecz2, Egs. (4.19) and (4.16)

R(p[po) = 21 3" 6(p — ) R™ (py)

meZ?
and the reduced Rayeigh equation reads

> T el Pm) M3 (e | P) R™(pg) = —J577 (Pe| Po) M1 (Pe[Po) -
meZ2

Following the reduction of unit procedure, we obtain

R(p Do) = (2m)> > 6(p — ) R™(By) (5.5)
meZz?
and
=44 _ — (m),_ == T = =
3 T.3 (Bel Ban) M3 (By | Bm) R™ (Bg) = — .1 (Be|Po) My (Be|Po) (5.6)

meZ?
where the reduced quantities read

_ =) def - w) 1
Pe=p+GY U+ (vas) G (5.72)
o (m), _ | def m
R™ () © R™(p,) (5.7b)
def w\ 3 zba
T31pe | Pw) & (VAZ) T T (Be | B - (5.7)
In particular, this is equivalent to introducing the reduced lattice basis vector (for i € {1,2})
27
a=""a, 5.8
al Al a’L/ ( )
whose reciprocal basis vectors are given by
= )\1 w1
b= b= (vas) b, (5.9
so that the reciprocal lattice vectors read
— (2) _ — —
GY =0 b+ b, . (5.10)

In the case of a periodic system, and for a given normalized profile within the reduced unit cell,
the solution of the dimensionless reduced Rayleigh equation only depends on four independent
parameters: the impedance z, the reduced profile amplitude 27H/\; (where H denotes a
characteristic amplitude of the profile, e.g. max|(|), and the reduced lattice constants 2wa;/A;.
This means that when we will study the convergence and consistency properties of the numerical
schemes for solving the reduced Rayleigh equations in subsequent section and chapters, we will
only need to consider how these properties behave as functions of these four free parameters
and possibly for different normalized profiles.

For randomly rough surfaces, the surface profile is generally specified by a distribution of
height characterized by a rms-roughness ¢ and an auto-correlation function characterized by
a correlation length a. In that case, for given normalized probability density of height and
normalized auto-correlation function, the free dimensionless parameters to consider are the
impedance, the reduced rms-roughness 2o /A1 and reduced correlation length 2wa/A;.
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Remark 5.1. We have illustrated the procedure of unit reduction in the case of the reduced
Rayleigh equation for the reflection amplitudes but the same procedure applies for the trans-
mission amplitudes and is left to the reader. Similarly, the procedure can be generalized easily
to multilayer systems.

In the following, in order to keep the notations as light as possible, we will illustrate the im-
plementation of the numerical schemes for solving the reduced Rayleigh equations in full units.
The reader will have no difficulty in implementing the schemes for corresponding dimensionless
equations following the procedure illustrated above. However, when dealing with the numerical
analysis, we will come back to reduced units for the discussion since the scaling of quantities such
as the convergence rate will involve only the few identified independent reduced parameters.

5.2 Periodic systems

We first start by presenting the direct method for solving numerically the reduced Rayleigh
equations in the case of a periodic system made of a single interface as a prototypical system.
The procedure can be easily extended to periodic (degenerate) multilayer system and we will
briefly illustrate the increase in complexity from a single periodic interface to two periodic
interfaces.

5.2.1 Implementation

Let us consider a reduced Rayleigh equation in the case of a system of periodic interfaces such
that the transfer equation takes the form of an infinite countable liner system, such as for all
Lec7?,

> M(pg | P) X™ (pg) = N(p, | Py) - (5.11)

meZ?
Here M(p, | Py,) and N(p, | py) are respectively a given transfer kernel and right hand side
corresponding to the system of interest and X(m)(po) can denote either the reflection or trans-
mission amplitude matrix of the mode indexed by m € Z? for a given incident wave vector
characterized by its projection p, in the (&1,6é2) plane (see previous chapters). The transfer
kernel and the right hand side are of course different whether we consider the reflection or
transmission amplitudes. In the following, X<m)(p0) will be referred to as scattering amplitudes,
the term scattering needing to be understood as a general term for reflection or transmission
depending on the context. We recall that X™)(p,) = (X(E;;;)(Po))aﬂe{p,s} is a two by two com-
plex matrix containing the scattering amplitude from incident polarized state 5 to an outgoing
polarization state « of the mode m. Consequently, Eq. (5.11), for a given £, contains four scalar
equations which can be written in index form as

S Y May(pe | Pa) X35 (Po) = Nas(pe | P) (5.12)
meZ? ye{p,s}

for a given £ € Z? and «, 8 € {p, s}

Remark 5.2. It is worth noting that the index 3 in Eq. (5.12) does not appear in the kernel term.
This implies that Eq. (5.12) can be solved independently for (X.(;n))mezz and for (X.(;n))mezg.
Physically, this expresses the fact that one can measure independently the response from either
a p- or s-polarized incident state, but the reciprocal statement is not true. It is a priori not
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possible, to measure the separate contribution of the p and s- components of a mixed incident
state on the response with a single measurement. The interesting fact from a numerical point
of view though, is that the kernel stays the same for the two incident states, and only the right
hand side changes. We will see that this allows for the simultaneous solution of the independent
equations for (X.(;n))mez2 and (X.(;n))mez2.

Now that the remark on the separation of the problem into p and s incident states has been
made, we need to introduce a cut off in the £-plane. Indeed, only a finite number of scalar
unknowns can be handled with a digital computer. Only a finite subset of modes indexed in
72 can be handled, and a common (but not unique) way to choose this subset is to pick terms
within a disc of a certain radius in the £-plane or equivalently in the p-plane of transverse wave
vectors. We define such a disc for an index radius N. > 0 by Dy, = {m € Z* | m} + m3 < N?}.
This has for consequences that (i) an approximate numerical solutlon can be computed only for
(X(m>(P0))meD and (ii) that a truncation error is introduced in the sum in Eq. (5.11). The
approximate numencal problem then satisfies, for all £ € Dy,

S M(p, | prm) X5 (p) = N(p, | o) - (5.13)
meDy,

Here we have stressed that the solution of Eq. (5.13) is an approximation of that of Eq. (5.11)
as indicated by subscript N.. It is intuitively expected that, provided stability, the approximate
solution (Xgﬁ)(po))mepjv converges in some sense to the exact solution (X™)(py))meze of
Eq. (5.11) as N, — oo. This question will be addressed in more details when discussing the
convergence rate in a later subsection. We will drop the subscript N, to lighten notations if the
context is not ambiguous.

The approximate numerical problem Eq. (5.13) is a finite linear system, or to be more accurate,
two independent linear systems with the same kernel matrix but a different right hand side
for the incident p or s-polarization state. In order to handle it numerically, it is convenient to
re-write these systems in the conventional way in which the kernel matrix is a two dimensional
array and the unknowns and right hand sides take the form of one dimensional arrays. So far,
the unknown elements (X.(Zr,n ) (po))mepNC and (X .(;m)(po))mech are indexed by three indices, a,
my and mg. We re-order the elements in the following way. First, with use a bijective mapping
from Dy to [1, D], where D = card(Dy ) denotes the cardinal of Dy , i.e. the number of
distinct elements in the set Dy . In other words, we associate a single integer n from 1 to D
to each element m = (mq, mg) € Dy, There are several such bijections (D! to be exact) but it
is convenient! to choose a bijection such that the elements of Dy, are ordered with increasing
value of m? + m3, i.e. that |m,11| > |m,|. For an illustration of the mode indexing mapping

see Fig. 5.1. Then, the elements of (X'(gl)(Po))meDN (for B € {p, s}) are ordered in a column
vector X ;(py) in such a way that the D first elements are of the form X;g‘") (pg) with increasing

values of n and the D remaining elements are of the form Xi;n")(po) with increasing values of
n, i.e. that we write

(m1) (mp) (m1) (mp) T
X5(po) = (XS5 (Po)s -+ X5 (po), X (R0 X5 (py)) (5.14)

Consistently, the kernel is re-ordered in a matrix M(p,) and the right hand side in a column

! Convenient but not necessary.
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Figure 5.1: Vertices of the reciprocal lattice of a square lattice. The basis vectors (bi)ie{1,2} are
the primitive reciprocal lattice vectors. The domain Dy is delimited by the dashed circle. Here
the index cutoff radius N. = 2 and card Dy = 13. A possible indexing is suggested indicated
as integers associated with each vertex in the domain delimited by the dashed circle. Integers
indices printed in the same color indicates that their associated reciprocal lattice vectors share

the same norm.

vector Ng(pg) such that for (i, ) € [1, D]?,

M;; (Po) :]”PP(pL | PmJ)
Mp i j(Po) =Msp(Pe, | Pm,)
M; p4j(Po) =Mps(Py, | Prm;)

Mpyipyj (Po) :M’ss(pzl | Pm]) )

and

T
Ns(Po) = (Nps(Pe, | Po)s- - s Nps(Pey, | Po)s Nep(Pey | Po)s-+ s Nas(Pey, | Po))

(5.19)

This re-ordering yields a linear system appropriate for numerical implementation of the form
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M X = N which when expanded reads

M,

Sp

X(mD)

pp(pm1 | Pm, )

Mpp(Prmp | Pray)
Msp(Pm, | Pm,)

My (Pmp | Prm,)
X (pg) X2 (py)
X5 (pg) X2 (py)
X5 () X (py)

(Po) X (py)

M,

pp

(P, | Pnyp)

Myp(Pmp | Prap)
Msp(Pm, | Pmp)

Msp(Prmp | Pmp)

M,

Pﬁ(pml ‘ pml)

Mps(Penp | Prny)

Mss(Pm, | Pm,)

Mss(Pmp | Pm,y)

Npp(Pm, | Po)

Npp(me | Po)
Ns;u(pm, ‘ pO)

Nsp(me ‘ p())

Nps(pml ‘ p())

Nps(PmD | Po)
Nss(pm1 | pO)

Ngs (me | Po)

Mps(Pen, | Pmp)

Myps(Penp | Pp)
M;ss(Pem, | Pmp)

Mss(Pimp | Pmp)

Remark 5.3. The size of each numerical linear system is 2D where we recall that D = card(Dy; )
which physically corresponds to the numerical number of modes included in the expansion of
the electric field. The cardinal of Dy increases with the index cut off radius N, in a quadratic

fashion. A rough estimate for D for large enough index cut off N, is given by D ~

[7N2]|. Thus

the size of the linear systems scales roughly as 2rN2. The exact number of modes for a few

integer values of N, are reported in Table 5.1 for a square lattice.

N. D |aN2?|]|N. D |aN2||N. D |aN2|]|N. D |«N2|
0 1 0 6 113 113 |12 441 452 |18 1009 1017
1 5 3 7 149 153 |13 529 530 |19 1120 1134
2 13 12 | 8 197 201 |14 613 615 |20 1257 1256
3 29 28 |9 253 254 |15 709 706 |21 1373 1385
4 49 50 |10 317 314 |16 797 804 |22 1517 1520
5 8 78 |11 377 380 |17 901 907 |23 1653 1661

Table 5.1: Number of modes D = card(D,_) for some values of the index cut off radius N, for
a square lattice. The rough estimate D ~ [7N?2| is also given.

5.2.2 Complexity analysis

Now that the truncation and re-ordering procedures have been described, it is clear that the
resolution of a reduced Rayleigh equation consists in two main parts: (i) setting up the linear
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system, and (ii) solving it. We analyze in the following the complexity associated with these two
steps. We will see that solving the linear system, for a given number of modes D, always requires
the same number of operations (if a direct solver is used) and this independently of the apparent
complexity of the physical system, e.g. a system with a single interface compared to a system
containing several interfaces. However nothing can be said on the number of modes required to
achieve a good approximate solution. Indeed, if a system containing a single interface requires
D modes for the solution to be approximated to some prescribed precision, it is not necessarily
true that the same number of modes D will be sufficient if a second interface is added and hence
an additional medium (say with a similar dielectric constant as the two original ones). We will
rather focus on the complexity associated with setting up the linear system, i.e. in computing
the elements of the kernel matrix M and the right hand side N for a given fixed number of
modes D.

Solving the system

Assume the linear system is set up and that it is left to solve it. There are basically two
classes of solvers for linear systems: the direct methods that follow an algorithm that gives
the exact? solution in a finite number of operations, and iterative methods that give successive
approximate solutions of the system. We will deal with iterative methods in a separate
chapter, and focus on the LU decomposition method as a direct method. The reason for
choosing specifically the LU decomposition here as a prototypical direct solver, rather than
the Gauss elimination method for example, is that we found it to be practical since the
linear system needs to be solved for two right hand sides. Indeed, once the LU factorization is
achieved, solving for multiple right hand sides does not significantly increase the complexity [60].

The LU method consists in two steps: the LU factorization, which requires (2D—1)2D(2D+1)/3
operations and a back substitution step that requires 2D (2D + 1)/2 operations per right hand
side [60]. The total number of operations for solving the linear system (for the two right hand
sides) through LU factorization is then

(2D —1)2D(2D + 1)
3

L 2D@D 4 1) = 2D(2D+?1))(2D+2) N (21;)))3 . (5.20)

Nop,LU =

Setting up the system

We have seen that for a given number of modes D the size of the linear system is 2D. This
means that they are (2D)? elements to compute to set up the matrix and 4D elements for the
right hand sides corresponding to the p and s incident polarization states. Note that the matrix
elements need only to be computed once for the two subsystems. At first sight, it seems that if
an algorithm computing a single element requires K operations, then the number of operations
needed to set up the whole system would be Nop, = K((2D)? + 4D) = 4KD(D + 1). This
clearly shows that setting up the matrix system requires a number of operations that scales
quadratically with the number of modes and linearly with the number of operations needed to
compute a single element of the system entries. Let us analyze more in details the elements of
M and N to see how expensive they are to compute, i.e. give an estimate of K and see whether
some computation can be spared.

2Exact under the assumption that the entries are known exactly and exact arithmetic is used, which is never
the case numerically due to round off errors.
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Case 1: a single interface
Let us start by considering the case of a single periodic interface. In this case the kernel is of
the form

M(pla)=J"%(pla) My (pla), (5.21)
where it is reminded that jlb;z is essentially

[, e i ) -5 (@) g2

)

Fb,a _ =
k7l«,m (p ‘ q) Qe bal (P) —alm (q)

and

‘qu‘ + abay (p) QO (Q) f) . q 7b\/ 6711%041 (p)[f) X éﬂS
a\/a%am (q)[f) X fﬂ3 vV Elem%gf) . 61

The right hand side has a similar form for the equation for the reflection amplitude and a
rather simpler form for that of the transmission amplitude (see Chapter 4). We thus focus
on the kernel terms. According to our numerically convenient re-ordering, setting up the M
matrix, which is of size 2D x 2D, consists in computing D? 2 x 2 sub-matrices of the form given
in Eq. (5.21) evaluated at different pairs of in-plane wave-vectors. Then each element of the
sub-matrices can be placed in M according to (i) the polarization coupling and (ii) the pair
of wave-vectors or equivalently mode indices. The pair of polarization indices gives in which
quadrant they must be placed, and the pair of mode index set the position within the quadrant.

b,a
My, (pla) =

Remark 5.4. A remarkable property of Eq. (5.21) is that the factor jlbrs (p|q) does not depend
on the polarization indices, which means that it needs to be computed only once for each pair
of mode indices.

The previous remark is of great interest as the factor »7/773 (p | q) is the one that requires most of
the computational power for setting up the matrix and the remark spares us roughly a factor 4
in computational time compared to a naive element by element evaluation of the matrix. To be
more specific, let us now count the number of operations « needed to set up a set of four elements
associated with a pair of wave-vectors. Hence, the number of operations needed to set up the
whole matrix M will be D?k. Assume that there exists an algorithm that gives an accurate
evaluation of jlb;z (p|q) in J number of operations. From the definition of M?zl (p|q) one
needs about 4 evaluations of square roots, 20 multiplications and 6 additions (we have assumed
that terms that do not depend on the wave vector are computed once and for all and are
not counted). As it is usual to only keep multiplications when counting operations but taking
into account that square roots are a bit more expensive than multiplications, let us simply say
that they are roughly 26 operations then, i.e. k ~ 30 + J. How large can J be? This depends
greatly on the method to evaluate jlbni (p|4q). Some surface profiles, like sinusoidal profiles, give

closed form expressions for jlb;z (p|q) in terms of a Bessel function (see Chapter A). Efficient
algorithm for evaluating Bessel functions can then be used. However it is in general not possible
to obtain closed form expression for arbitrary profiles. One method that we have used consists
. . ~b,a . . .
in expanding J; ' (p | q) is a power series in the following way. Let us define
1 (m .
em(y) = = / e 1 G X o—inC(x) g2y (5.22)

ac
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With this definition we have

§€=m (bau(p?) — aan (pf™))

The e | py) = —
bay(py) — acn (™)

(5.23)

We then focusing on evaluating &™) (7). By expanding the exponential factor e~"¢) in the
integrand in Eq. (5.22) we obtain an expression for £(™)(v) as a power series

m) () = 3 )" 2oy g lomy ()
£ (y) = Z GG Z al™ (—iy)" (5.24)
where we define the Fourier moment of order n of the surface profile { as
é‘(ln)(G(m)) — i / efiG(m) -x Cn(x) d2.’E ) (525)
. ac /..

Appendix A is devoted to the computation of & (m) (v) and the Fourier moments for a collection of

surface profiles. Here it is enough to notice that the coefficients (a%m))neN of the power series are
independent of . The coefficients can therefore be pre-computed for a given set of mode indices.

Remark 5.5. One may be doubtful about the gain of pre-computed these coefficients before
setting up the linear system as they still depend on mode indices and hence are different for
the different elements of the linear system. Even though there may be indeed little gain if one
is only interested to study the scattering from a given surface and for a given specific incident
wave vector and wavelength, there is a significant gain if one is interested to loop over the
parameters defining the incident excitation. Indeed, for a given surface profile, the coefficients
(a%m))neN only depend on the surface parameters and can be re-used if either the wavelength,
the dielectric properties of the media, and/or the incident wave-vector are changed. We will
therefore disregard here the complexity associated with the computation of these coefficients.

By truncating the series so that only the Ng + 1 first terms are kept, we then need to evaluate
a polynomial of degree Ns. The naive approach consisting in summing term by term leads to
Ng(Ns + 1)/2 multiplications. This can however be improved by the use of the Hérner method
[61, 62] for the evaluation of polynomials which applied to our example reads as follow

Horner’s algorithm:

Initialize €M™ () ag\r,n).
Loop for n = N to 1

€ () = a™) + (=in) €M ()
End of the loop.

Hence only N multiplications are needed, which gives a significant speed up compared to the
naive approach when Ng becomes large. Hence J =~ Nj.

The next question now is the following. How many terms must be kept in the power series to
ensure an accurate evaluation of &™) (7)? This is a delicate question that depends on both the
surface profile parameters and the argument . Indeed, the convergence rate of the sequence of

partial sums depends both on v and on how fast the coefficients (a,(zm))neN vanish when n — oo.
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Moreover, since the argument v depends in practice of pairs of in-plane wave-vectors p(()e) and

pgm), the number of terms to achieved a prescribed accuracy can changed from matrix element
to matrix element. In practice, either a fixed large enough number of terms N, is imposed
based on experience and then the accuracy is verified a posteriori, or an adaptive scheme can be
used in which Ny is gradually increased and the outcomes for the approximation of &™) () for
successive values of Ny are compared until the desired accuracy is reached. Thus, assuming that
N is fixed for all elements in the linear system, the number of operations to set up the linear
system is estimated to be

Nop,set = (Ns +30)D(D +1), (5.26)

which yields the follows asymptotic scaling in terms of the index radius cutoff IV,

4(Ns + 30 Nf ,  for 1D systems
Nop,set ~ ( ) ) Y . (527)
72(N, +30)N2,  for 2D systems

Here we recall that N is the number of terms kept in the truncation of & (m)(v), and we have
used the rough scaling D ~ N2 for the number of modes D for two-dimensional surfaces and
D = 2N,+1 for one-dimensional surfaces. In the case of a two-dimensional surface, the number
of operations for setting up the linear system associated with a truncation index N, scales as
the fourth power of N.. Note that the scaling coefficient is non-negligible. Indeed, a lower
bound would be about 300 if Ny = 0, but in practice, Ny < 120, which gives an upper scaling
constant around 1500.

The total number of operations associated with setting and solving the matrix system, for a
two-dimensional surface, is then

(27)°
3
Here we voluntarily keep both the contribution from the setting and solving steps in the asymp-
totic scaling, which is cumbersome but helps illustrating that there will be two regimes of
dominant complexity depending on N.. For small values of N, the computational burden will
essentially resides in setting up the linear system due to the rather large scaling coefficient

Noptot ~ T (Ns + 30) N2 + NS (5.28)

72(Ns + 30) whereas for large values of N, the term associated with solving the linear systems
dominates due to its larger exponent compared to that of the term associated with setting up
the linear systems. This effect is illustrated in Fig. (5.2) where the CPU time spent to set up
and solve the system is reported as a function of N, in the cases of a two-dimensional sinusoidal
surface and of a supported hemiellipsoidal profile. In the case of the sinusoidal surface, a stan-
dard algorithm is used to evaluated Bessel functions [63, 64] whereas a power series expansion
has been used in the case of the hemiellipsoidal profile with Ny = 120 (see Appendix A). In
both cases the LAPACK solver GESV is used®. The two regimes are clearly visible, with the
setting-up dominated regime for low values of N, where the total time in black is essentially that
spent in setting the system in red, and the solving dominated regime where the total time is es-
sentially spent in the linear solver in blue. Note that the time spent in the solver is independent
of the surface profile and that the critical values N, for which equal time is spent for setting up
and solving the linear system varies slightly with the surface profile as two different methods
are chosen for computing £(™) (v). For the sinusoidal surface this critical values is found to be
around N, = 16 and for the hemiellipsoidal profile it is found around N, = 11.

3This general solver uses the LU decomposition, see http://www.netlib.org/lapack/
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Figure 5.2: CPU time required for setting up the linear system and solving it as a function of
the mode index cut off N,. The dashed lines correspond to fit in O(N2) and O(N?) to the set up
time and solving time respectively. (a) Two-dimensional sinusoidal surface. (b) Hemiellipsoidal
profile.

Case 2: several interfaces

We have seen in Section 4.4.1 that for a periodic multi-layer system consisting of two interfaces
periodic interfaces (in the degenerate case), the transfer kernel for the equation for the reflection
amplitudes is of the of the form (see Egs. (4.40) and (4.38))

r =+a £)\ Gt 2
K (b pm) = Y. D a2 0" (Pe |pe— GS )) 0, (Pe -Gy \pm) : (5.29)
Ly€72 az=%
Once truncated, the sum over €2 will run over Dy, instead of 72 and it is clear that after the re-
indexing procedure is applied, the kernel matrix can be written as a sum of two matrix products
of the form

K = M, M, — M, M, , (5.30)

where the matrices (M)1<;<4 are readily obtained from the truncated versions the single inter-
face kernels present in Eq. (5.29). As in the case for a single interface, setting up each matrix
M, takes about 72(Ns + 30) N2 operations®, so about 47%(Ng + 30)N2 in total. But this is not
the problematic part. What costs even more, when NN, becomes large, is simply to perform
the matrix-matrix multiplications, which consists in (2D)? = (27)3 NS scalar multiplications for

4Some computation can be saved by setting the matrices simultaneously, but this is not important for the

overall scaling.
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Figure 5.3: CPU time required for setting up the linear system and solving it as a function of
the mode index cut off N.. The dashed lines correspond to fits in O(N9) to the set up time and
solving time respectively. (a) Three layers system with two two-dimensional sinusoidal surfaces.
(b) Three layers system with two hemiellipsoidal profiles.

each product. The total operation count for setting up the kernel matrix K<LT) is then
Nop,set = 2*T3 NS + 47 (N + 30) N2 . (5.31)

This is larger than the number of operations required to solve the system (~ (27)3NS/3),
although of the same power scale with N., and hence always dominates the complexity of the
whole algorithm. Figure 5.3 illustrate this fact very clearly. It shows that the total CPU time
used to solve the scattering problem (black circles) is essentially the same as the CPU time used
to set up the system. One can also appreciate the same power law scaling in NS both for the set
up time and the solving time. We believe Fig. 5.3 comes as a clear illustration for the need for
alternative ways to solve the problem of scattering in the case of two and more rough interfaces,
hence justifying the discussions in Sections 3.5.2 and 3.5.3.

5.2.3 Truncation error and convergence

We now turn to the question of truncation error and the rate of convergence at which an
approximate solution, Xy (pgy) = (X%’:) (Po))mezz2, converges to the exact solution, X(py) =
(X™)(pg))mez2 of the reduced Rayleigh equation. First, we need to define the sense to be given
to convergence, or in other words we need to define a distance between the two solutions. The
solutions will be viewed as elements in CV, i.e. as a sequence of complex numbers. Indeed,
as already mentioned, a re-ordering can be made so that the four indices required to identify
a component of a solution (two indices for polarization coupling and two for the mode index)
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only become one index in N. We will see, that it is not necessary to explicitly give the bijection
between {p, s}2xZ? and N to make calculations, but we wanted to point out that such a bijection
exists and that everything works as if we compared sequences of complex numbers due to the
countable property of the set of elements required to describe a solution in the case of periodic
systems. Thus we will use standard distances between two complex sequences associated with
the conventional ¢P-norms, namely the distance between X (p,) and X(p,), that we will refer
to as truncation error, associated with the ¢P-norm reads '

1/p
P
S -x®] L peno
[Xy, =X, = \mezapeips) . (5.32)
g . (m) (m) _
bup2 )XaﬁchfXaﬁ , p=o00
meZ
a,8€{p,s}

Here we have dropped the dependence on pg to lighten notations. We would like to remind
the reader, that Xo(:g,)Nc (py) = 0 for all polarization coupling and all mode index m such that
lm| > N.. We then say that the approximate solution converges to the exact solution, in the
sense of the P-norm, if HX N, — XHp — 0 as N, — oo. In practice, we will restrict ourselves to
the norms corresponding to p = 1,2 and oo.

In fact, since the exact solution is usually not known, we will rather compare numerically
consecutive approximate solutions, say X and X, hence the sum over m € 72 reduces to
a sum over m € Dy ;. Furthermore, in order to remove the sensitivity of the distance with
respect to the overall scale of the full solution, we normalize the distance and define a relative
distance, N, p, as

X1 =X,

EN,p = L. (5.33)

X1,

If X, converges to X # 0 with respect to the ’-norm then ey, ; converges to 0, but the recip-
rocal statement is not true in general. In fact, we should rather verify that HX Notm — XN,

P
goes to zero as Ne — oo for any integer m > 0, in order to show that Xy is a Cauchy sequence

in ¢P(C). Nevertheless, for the sake of simplicity and because we are primarily interested
in searching numerically some conjectures, we will abusively call ey, , a relative truncation
error, and say that the method converges (with respect to a given norm) if ey, , — 0 as N
is increased. We will specifically be interested in the speed at which ey, , — 0 and study how
the convergence rate scales with reduced physical parameters identified earlier such as 2mwa;/A1,

2w max |C|/A1, and z = \/ea /€.

Convergence rate

We now give some vocabulary and a definition of the convergence rate that we have mentioned
previously as a quantity measuring how fast the sequence of numerically approximated solutions
converges (given that it does). For clarity here the index denoting the norm used for the
definition of the error will be dropped. When the approximate solution converges to the exact
solution in the sense given above, i.e. limy, o €n, = 0, we say that the approximate solution
converges linearly if there exists a constant n € [0,1[ such that for all index cutoff N, large
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enough, N. > x > 0, we have

EN+1 STEN, - (5.34)

We say that the convergence is superlinear of order g > 1 if there exists a constant C such that
for all index cutoff large enough, N, > x > 0, we have

EN.+1 S Cé(}vc . (535)

We may say that the convergence is quadratic if ¢ = 2, cubic if ¢ = 3, etc ... In the case of
linear convergence, if we assume that ey, > 0 and define ny, = en,+1/€n,, linear convergence
states that the sequence (1n,)n,en is bounded by a constant smaller than 1 after a large enough
value of N.. Since by definition 7y, > 0, the sequence (nn,)n.en is a bounded sequence of real
numbers in the case of linear (and also superlinear) convergence, and we can therefore extract
a converging subsequence (Bolzano-Weierstrass theorem). Moreover, and more relevant for our
definition of the convergence rate, the sequence (nn.)n.en admits both a liminf and a limsup.
We may define the two following convergence rates as

Ninf = liminfny, , (5.36)
N.—00

Nsup = limsup 7y, . (5.37)
r—00

Intuitively, we could say that ny,s represents asymptotically the best improvement from one
iteration to the next one can expect, whereas 7., rather represents the worst. Asymptotically
the actual improvement from an iterate to the next lies in between niys and 7syp. In practice, we
will numerically take the average of the computed 7y, after the first few approximated solutions
(e.g. N. < k = 3) if a clear linear convergence is observed, i.e.

ymax
1 c

= § 5.38

n Nznax_’_l_HN:KTlNg s ( )

where k is some arbitrarily chosen threshold and N* is the largest index cutoff for which a
simulation is achieved.

Linear convergence is also known in the literature as ezponential convergence although the
denomination may sound overselling. What is meant by the term exponential is the following.
Assume that for N, large enough the ratio en,4+1/en, is constant equal to some 0 < n < 1. Then
we can write by taking the logarithm of e, 11/en, that

Inen, 41 =Inn+Iney,, (5.39)
which can be iterated to yield

Iney, = Nelnnp+1Ine . (5.40)
or equivalently, by defining the decay rate = —Inn >0

en, = o exp(—BN,) . (5.41)
We have thus shown that linear convergence yields a model of the form of an exponential decay
for the error with a decay rate f§ = —Inn > 0, hence the term exponential convergence. We will

see that this trend is indeed what is observed for the convergence of the numerical solution of
the reduced Raleigh equations as the number of modes is increased, and we will pay particular
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attention to the variation of the convergence rate n, or equivalently the decay rate § , with the
reduced parameters identified in Section 5.1.

Dependence of the convergence rate with characteristic lengths

We start our numerical analysis of the convergence properties of the numerical solution of the
reduced Rayleigh equations with respect to the number of modes, or rather the index cutoff N,
with some numerical experiments. We insist here that our aim is not to give mathematically
solid proofs but rather search some conjectures for convergence criterion and scaling of the
convergence rates. The numerical conjectures may then be considered as a starting point for
further rigorous mathematical analysis.

Our first step consists in studying how the convergence is affected with the different regimes of
lengths scales one may encounter. The reduction of units in Section 5.1 hinted at the fact that
there are essentially two types of length parameters which are expected to play a role in the
physics of wave scattering by a surface; these are the characteristic transverse and out-of-plane
lengths of the surface with respect to the wavelength. For a periodic surface, these are the lattice
constants and the typical amplitude of the surface profile. To fix the ideas, we consider a two-
dimensional sinusoidal profile with equal lattice constants along the two orthogonal directions
(a1 = ag = a), i.e. the surface profile is given by

o= o () i (2] .

where a denotes the lattice constant and H the amplitude. As mentioned previously in the
present chapter, the &™) () integral associated with the above sinusoidal surface can be de-
termined analytically in terms of Bessel functions of the first kind (see Appendix A) for which
efficient and accurate numerical algorithms can be used [63, 64]. We also fix the dielectric con-
stant of the media to ¢ = 1 and es = 2.25 for now, i.e. that we fix the reduced parameter
z = \/€ea/e1 = 1.5, so that only the influence of the length scales are investigated. We will allow
the dielectric contrast to vary in a second step later.

Figures 5.4(a) and 5.4(b) show the relative truncation error, using the euclidean norm, as
a function of the index cutoff N, for different values of the reduced lattice constant 2ma/A;
respectively for a small reduced amplitude 2rH/A\; = 0.01 (Fig. 5.4(a)) and a larger one
2nrH/M\ = 0.5 (Fig. 5.4(b)). The colors indicate different values of the reduced lattice constant
2ma /A1 increasing from blue to red, i.e. blue represents a regime where a < A; (a/A; = 0.02)
and red a regime where a > A1 (a/A = 100). We would like to mention, that all numerical
experiments in Figs. 5.4(a) and 5.4(b) are achieved for normal incidence for simplicity. In
particular, due to the obvious symmetry of the problem, we will not distinguish between the
incident p- and s-polarized excitation for the error, since the solutions are the same up to
rotation. It is clear from Fig. 5.4(a) that the numerical solution converges as the index cutoff
N, is increased for all the considered values of the reduced lattice constant. As indicated by the
logarithmic scale for the relative truncation error, the decay of the error for each value of the
reduced lattice constant is exponential in the sense given above, as points follow a straight line.
The convergence can hence be characterized as linear and we can estimate the corresponding
convergence rate 7 (or equivalently the corresponding decay rate ). This seems to be true
for all the tested values of the reduced lattice constant but with different convergence rate.
Indeed, Fig. 5.4(a) shows that the convergence is faster for larger values of the reduced lattice
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Figure 5.4: Relative truncation error using the euclidean norm as a function of the index cutoff
N.. The considered system is made of vacuum and glass (¢; = 1, e = 2.25 hence z = 1.5)
separated by a two-dimensional sinusoidal surface. Each color represents a different value of the
reduced lattice constant 2wa/\; (increasing value from blue to red). The reduced amplitude
of the sinusoidal profile is fixed to 20 H/A; = 0.01 in (a) and to 27H/A; = 0.5 in (b). The
numerical experiments are achieved for normal incidence.

constant. The convergence rate hence depends on this parameter. Figure 5.4(b) illustrates the
same conclusion as Fig. 5.4(a) but complement it with two important observations. First, for
the same values of the reduced lattice constant as the ones from Fig. 5.4(a) the convergence
rate differs if one increases the reduced amplitude 2rH/\;. In other words, the convergence
is slower the larger the reduced amplitude for a given reduced lattice constant. Second,
convergence is not always guaranteed. Indeed, for small enough reduced lattice constants,
the numerical solution are found to be unbounded which can be seen in Fig. 5.4(b) with the
cluster of points oscillating around an error of one. Note that due to our definition of the
relative truncation error, if the norm of the solution grows without bound, the relative error
may stay bounded due to the normalization. We have indeed verified that the solutions grows
without bound for the values of the reduced lattice constant which do not exhibit convergence
in Fig. 5.4(b). These two new pieces of information tell us that: (i) there probably exist some
conditions on the reduced lattice constant and the reduced amplitude to ensure convergence of
the numerical solution; (ii) given that the numerical solution converges, the linear convergence
rate 17 depends both on the reduced lattice constant and the reduced amplitude. In particular,
we have observed that the larger the amplitude and the smaller the lattice constant, the slower
the convergence. Could it be that convergence is controlled by a typical slope?

We show in Fig. 5.5 a graph of the convergence rate n as a function of s = 2w H /a which
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Figure 5.5: Convergence rate n as a function of the maximum slope s of the sinusoidal profile.
(a) Two-dimensional sinusoidal profile (maximum slope equal to s = \/2wH/a), i.e. same
system studied in Fig. 5.4. (b) One-dimensional sinusoidal profile (maximum slope equal to
27H/a). The different data sets are obtained for different values of the reduced amplitudes
s=2nH/\ €{0.01,0.12,0.24,0.37,0.50,0.63}. The dashed line is the line of equation n = s as
a guide for the eyes.

is the maximum slope found on the profile. For a two-dimensional profile, we understand
the term slope as a slope for a one dimensional cut of the surface along an arbitrary di-
rection. Figure 5.5 is made by evaluating the convergence rate in similar simulations as
the ones illustrated in Fig. 5.4 for different values of the reduced amplitude linearly space
(2mrH /A1 € {0.01,0.12,0.25,0.38,0.50,0.63}) as indicated by the different colors in the legend.
For a given reduced amplitude (a given color), the points are determined by scanning over the
reduced lattice constant (i.e. similar to the different curves in Fig. 5.4). Recall that given that
convergence is guaranteed, the linear convergence rate 7 is between 0 and 1, and the smaller
71 the faster the convergence. Figure 5.5(a) reveals two interesting features of the convergence
rate. First, for small enough surface slopes, the convergence rate is nearly constant, the value
being essentially given by the reduced amplitude. Second, for large enough surface slopes, all
the data points collapse on the same line (in a loglog plot) and the convergence rate n only
depends on the characteristic slope s and not on the individual values of the reduced amplitude
and lattice constant. In other words, Fig. 5.5(a) reveals two regimes of convergence rate which
we can qualify as the amplitude dominated regime and the slope dominated regime. In the am-
plitude dominated regime the convergence rate n only depends on the reduced amplitude, while
in the slope dominated regime the convergence rate 1 only depends on the surface slope in a
power law fashion. We can see that 7 is roughly linear with s in the slope dominated regime
although there could be some deviation as the data points do not follow exactly the dashed line
in Fig. 5.5(a). The discrepancy may be caused either by some uncertainty in determining 7
and/or the behavior of 7 as a function of s may truly be non-linear. Ouly a finer mathematical
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Figure 5.6: Convergence rate n as a function of the reduced amplitude H/\; for a two-
dimensional sinusoidal profile and fixed maximum slope s = 107%. Open circle correspond
to a dielectric contrast of 22 = 2.25 and stars correspond to a dielectric contrast of 22 = 20.

analysis will resolve the issue. Figure 5.5(b) shows similar results as Fig. 5.5(a) but for a one
dimensional sinusoidal profile of equation

((x) = H sin (%”;1;1) , (5.43)

for which the maximum slope is s = 2rH/a. The one and two-dimensional cases exhibit very
similar behaviors when it comes to the convergence rate. In addition, it is quite remarkable that
Fig. 5.5 also provides us with a simple convergence criterion, namely that we must have

s<C=1 (5.44)

where C' is some constant close to unity, to guarantee convergence. But is it enough? What
would happen if we continued to increase further the reduced amplitude while keeping the
slope constant? How does the convergence rate scale with 2w H/A; in the amplitude dominated
regime? Figure 5.6 shows the dependence of the convergence rate 1 on the normalized
amplitude® H/); in the amplitude dominated regime for a fixed value of the maximum slope
s = 10~* and this for two rather different values of the dielectric contrast z? = 2.25 and
22 = 20. Focusing on the dielectric contrast 22 = 2.25, which corresponds to the value fixed
in our previous numerical experiments, we can see that in the amplitude dominated regime
n ~ H/\ as long as H/)\; is smaller than a value close to unity. In addition, changing the
dielectric contrast seems to have no effect on the convergence rate in this regime.

To sum up, there seems to be two criterion to be satisfied to guarantee convergence. There is an
amplitude criterion which roughly reads as H/A; < 1 and a slope criterion which reads s < 1.
The value of unity in the inequalities is not to be taken as exact as we have not found exactly
unity in our simulations but rather some values close to unity. In the slope dominated regime,
the convergence rate is roughly linear with the slope while in the amplitude dominated regime
the convergence rate is roughly linear with the normalized amplitude. All these features are well

®The reason for removing the 27 is that we have found that 7 ~ H/A; in this regime.
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Figure 5.7: Contour diagram of logn in the (2ma/A1,2wH/A1)-plane for a two-dimensional
sinusoidal surface separating two dielectrics of dielectric contrast z = 1.5. For divergent results,
7 is forced to be saturated to unity for clarity.

captured by Fig. 5.7, which shows a contour diagram of the convergence rate (in a logarithmic
scale) in the (2ma/A1, 2w H/A1)-plane. The diagram illustrates the zone of divergence where 7
has been forced to be saturated to 1, the slope dominated zone where lines of constant 7 are
oblique straight lines of constant maximum slope s and the amplitude dominated regime where
the lines of constant 7 are horizontal line of constant amplitude. Furthermore, as noted from
Fig. 5.6, it seems that the dielectric contrast z does not influence significantly the convergence
rate. However, we will see now that it somewhat influences the starting point in the sequence
of relative error (en,)N,>0-

Influence of the dielectric contrast on the convergence

Figure 5.8(a) shows the relative truncation error as a function of the index cutoff N, for different
values of the dielectric contrast z varying fro 0.01 (blue) to 100 (red) and for fixed values of
the reduced lattice constant (a/A; = 1) and amplitudes (H/A; = 0.1). We can observe that
for small enough values of z the decay rate of the error seems to be independent of z as all the
data points asymptotically form parallel lines, i.e. after large enough values of N.. The main
difference between different values of z seems to reside in the starting point, £;. We can observe,
roughly, that for small values of z the starting point €1 is independent of z while when z becomes
large enough the starting point lifts towards larger values of the error. This means that there
can be significant difference in the consecutive solutions for small values of V.. In particular, the
relative error can be so large as to somewhat saturate the definition due to the normalization
as mentioned previously, and can as can be seen from the cluster of points around an error
of unity in Fig. 5.8(a) for large values of z. Then after enough modes have been taken into
account the error decays with a decay rate independent of z. These features are well illustrated
in Figs. 5.9(a) and (b) in the case of a dielectric-dielectric system (red circles). Figure 5.9(a)
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Figure 5.8: Relative truncation error using the euclidean norm as a function of the index cutoff
N.. The considered system is made of vacuum (e = 1) and a dielectric for different values of
the dielectric constant (z varies on a logarithmic scale between 0.01 (blue) and 100 (red)). The
surface profile is a two-dimensional sinusoidal surface characterized by a/A; =1 and H/A\; = 0.1.
The numerical experiments are achieved for normal incidence.

shows the convergence rate n measured for a two-dimensional sinusoidal profile characterized
by the aforementioned values of the reduced lattice constant and amplitude, as a function of z.
The fact that n is independent of z is then readily observed until some rather extreme value of
the dielectric contrast z =~ 10 where the convergence rate varies wildly. We argue that these
variations are not significantly due to true dependence of the decay rate on the dielectric contrast
but rather an growing inaccuracy and even impossibility of determining the decay rate as the
simulation were probably not pushed far enough in N, to observe a clear enough convergence (or
to not observe convergence at all within the range of N, considered here, see the red data points
in Fig. 5.9(a)). Figure 5.9(b) shows the behavior of the starting relative error as a function z for
the same parameters used in Fig. 5.9(a). It is interesting to notice to regimes. First for dielectric
contrasts z smaller than unity (i.e. medium of incidence optically denser that the medium of
transmission) the starting relative error is constant with z. Then, for z > 1, the starting relative
error increases linearly with z. The plateau for z > 10 corresponds to a case where the error
is saturated due to the normalization and may not represent the true behavior of the absolute
error as function of z. We speculate that the absolute error still increases linearly with z then.

Metallic systems

We have considered so far dielectric systems, and we are now exploring the convergence of the
method for metallic systems. Fixing a dielectric contrast of 22 = —2.25 and repeating the
same numerical experiments as to obtain Fig. 5.7, we obtain the convergence diagram shown in
Fig. 5.10(a). We can see that the convergence diagram for a dielectric-metallic system is overall
very similar to that of a dielectric-dielectric system. The main feature that differs is now the
presence of an island of divergence or slow convergence roughly between the slope dominated
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Figure 5.9: (a) Convergence rate n and (b) starting error ¢y as a functions of the modulus of
the dielectric contrast |z| = |y/€2/€1]| for a sinusoidal profile characterized by a/A; = 1 and
H/X\; = 0.1. The red open circles are results for dielectric-dielectric systems (22 > 0) while
the blue stars are results for dielectric-metallic systems (22 < 0). The dashed line is the line of

equation 77 = z as a guide for the eyes.

regime and the amplitude dominated regime. Although a deeper investigation is needed to
understand this feature, we believe this is due to the excitation of surface plasmon polaritons.
Such resonances are expected to yield poorly convergent results, if not divergent. Figures 5.9(a)
and 5.9(b) show the dependence of 7 and £; on the absolute dielectric contrast in the amplitude
dominated regime. It can be observed that, as for dielectric-dielectric systems, 7 is constant as a
function of |z| in the regime, as it can also be observed in Fig. 5.10, but signatures of a potential
effect of resonances seems to be present in 1. A deeper and more detailed study should be
carried out in future research on the topic. If we now consider a metal with loss by adding
a small imaginary part to the dielectric constant, 22 = —2.25 + 0.14, the island of divergence
vanishes as can be seen in Fig. 5.10(b). The imaginary part of the dielectric constant for the
metal seems to damp the resonance and hence helps the method to converge. We also believe
that the smaller the imaginary part of the dielectric constant, the slower the convergence will

be in the region near a resonance.

5.3 Randomly rough systems

We will now explain briefly how to handle arbitrary, i.e. non-periodic, surfaces. First, we must
keep in mind some characteristic length scales of the physical system in order to introduce as few
artifacts as possible. What are the length scales at play in the case of scattering by a randomly
rough interface? For a periodic interface, these were the wavelength of the incident light, the
lattice constants and the characteristic amplitude of the profile. For a randomly rough surface,
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Figure 5.10: Contour diagram of logn in the (2wa/A1,2mH/A1)-plane for a two-dimensional
sinusoidal surface separating a dielectric medium and a metallic medium with dielectric contrast
(a) 22 = —2.25 and (b) 22 = —2.25 + 0.14. For divergent results, 7 is forced to be saturated to
unity for clarity.

the so-called correlation lengths and the rms-roughness of the surface will be the characteristic
lengths of interest together with the wavelength. Indeed, we have seen in Section 1.6.1 that
the statistical properties of random surfaces, which are realizations of a stochastic process are
essentially determined by the probability density of heights and the auto-correlation function.
Two characteristic length scales associated with these two data, are the rms roughness and
the correlation length. Since its is not possible to represent random surfaces of infinite size
on a computer, only a certain portion of it will be represented (in a sense that will be made
clear soon). Intuitively, it is natural to require that the portion of surface which is represented
should have a characteristic size which is both larger than the wavelength and larger than the
correlation length. Indeed, having for example a size of the surface smaller than the correlation
length may induce a undesired correlation due to the truncation of the surface. In the following,
we illustrate two methods one may apply to treat the case of random surfaces.

5.3.1 Method 1 - Periodizing the system

The first method we suggest here consists in periodizing the surface. Assume that a portion
of the surface, say a square of size L x L, is large enough to encode the statistical properties
of the surface. In practice, this means that the length of the truncated surface is much larger
that the typical correlation length, L > a. Then one can hope to sample densely enough
the continuous diffusely scattered light, or to be more accurate the reflection and transmission
amplitudes, X,g(p | Py), if one also choose L > A and repeat the same surface periodically in
both directions. Indeed, we can now view the system as a periodic surface with a period much
larger than the wavelength of the incident light such that, in virtue of the grating theorem, the
in-plane wave vectors of diffracted modes (p,)ecz2 are densely packed and effectively sample the
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continuous response of the infinite system. Then intuitively, the larger the lattice constant L,
the better the approximation will be. In practice, this means that from a numerical point of
view, it suffices to use what has been done for a periodic system in the previous sections of the
present chapter. The continuous scattering amplitude can then be estimated at the sampling
points, p,, roughly as

Xap(p|Po) ~ X (Do) Ap~2, (5.45)

by assuming that the scattering amplitude does not vary much in a small box
[Py € —Ap/2,p,- & +Ap/2] X [py-&, —Ap/2,p, €, +Ap/2], where Ap = 27/L is the step
between two reciprocal lattice vectors.

5.3.2 Method 2 - Finite size system and numerical quadrature

A second method for solving the reduced Rayleigh equations numerically, or more generally,
Fredholms integral equation of the first kind, consists in the following approximation steps
leading to a finite size linear system. Consider a typical reduced Rayleigh equation of the form

/M(p\q) X(q|po>(j%2 — N |po). (5.46)

The first step consists in approximating the unknown solution by its projection onto some finite
dimensional functional space, say a space of function defined by a basis (¢;)1<j<n. This basis can
be arbitrarily chosen, and can be for example a truncated Fourier basis, Lagrange interpolation
polynomials, or whatever family of functions one may believe suited to approximate the unknown
solution with as few terms as possible as

N
X(a|po) ~ > X, (py) 6(a). (547
j=1

The (matrix valued) coefficients (X;(py))i1<j<n are then the new unknown of the problem. By
substitution of Eq. (5.47) into Eq. (5 46) we obtain

Z /M la) ¢;(a) ? X;(py) = —N(p|py) - (5.48)

The next step consists in choosing a numerical quadrature to approximate the integral. Such a
quadrature can generally be written as

a5 ~Zwquk (5.49)

where s weight coefficients, (wy)i<k<x, and sampling points, (q)i<k<x, are defined by the
quadrature. The sampling points may be evenly spaced (Newton-Cotes quadratures) or unevenly
spaced (Gauss quadratures) [61]. By approximation of the integral in Eq. (5.48) we obtain

N &k
D> M(play) we é5(ay) X;(pe) ® —N(p|py) , (5.50)
j=1k=1
which we recast as
N
> K, (p) X;(po) (P |po) (5.51)



132 Chapter 5. Solving the reduced Rayleigh equations; direct method

with the definition

def =
K;(p) = Y widj(a,) M(p|ay) . (5.52)
k=1
Equation (5.51) resemble an algebraic linear system of equations with finitely many unknowns,
(X;(Pg))1<j<n, but we now have infinitely many equations, namely one for each value of p. We
can now choose a set of N sample points, (p;)1<i<n, which may or may not be identical to the
sampled q-points, to obtain the following finite dimensional linear system

N
ZK7 X;(po) = —Ni(po) , (5.53)
with
K, © K;(p) =Y wid;(a,) M(p;|qy) (5.54)
k=1
N (po) & N(p; | po) - (5.55)

5.4 Summary

Let us summarize the main results from the present chapter. First we have shown in details
how to solve numerically the reduced Rayleigh equations for periodic systems. For a periodic
system, the reduced Rayleigh equations reduce to infinite countable linear systems of equations
for the unknown scattering amplitudes for the set of discrete modes. A finite linear system
was then obtained by truncation of the set of discrete modes kept in the system and the
resulting linear system of equations was solved numerically by using direct methods such as
Gauss elimination or LU factorization. Then we have explored the convergence property of the
numerical solution with increasing number of modes kept in the linear system. We have found
that the convergence rate depends mainly on surface parameters such as the typical slope of
the surface and the maximum amplitude of the surface in unit of wavelength. In particular, two
regimes have been identified depending on the ratio of the lattice constant and the wavelength.
For lattice constants smaller than the wavelength, the convergence rate is determined by the
characteristic slope of the surface profile, while for lattice constants larger than the wavelength,
the convergence rate is determined by the characteristic amplitude of the surface normalized by
the wavelength. Finally, some techniques for treating numerically non-periodic surfaces have
been briefly illustrated.

The next two chapters will be devoted to the studies of iterative methods and of the consistency
of the reduced Rayleigh equations method. In particular, we will study how the convergence rate
of the iterative methods is affected by the surface parameters and how to quantify the quality of
the numerical solutions. We will see that the two identified regimes of convergence rate found in
the present chapter will again be present in these two studies. We would like to note in passing
that previous study assessing the accuracy of approximate methods [65] and the validity of the
reduced Rayleigh equations based on a conservation of energy criterion [66] have also reported
similar diagrams of accuracy showing the slope and amplitude dominated regimes.



Chapter 6

Solving the reduced Rayleigh
equations; iterative methods

”Pourquoi faire des Mathématiques ? Parce que les Mathématiques, ¢a sert a faire de la
Physique. La Physique, ¢a sert a faire des frigidaires. Les frigidaires, ¢a sert a y mettre des
langoustes, et les langoustes, ¢a sert aux mathématiciens, qui les mangent et sont alors dans de
bonnes dispositions pour faire des Mathématiques, qui servent a la Physique, qui sert a faire
des frigidaires qui ...”.

Laurent Schwartz.

In Chapter 5, we have presented how the reduced Rayleigh equations can be solved numerically,
and that the two major steps in this process are (i) the construction of a linear system that
represents a truncated approximation of a reduced Rayleigh equation, and (ii) solving the
obtained linear system. In particular, we have seen that independently of the physical system
considered, solving the linear system with so-called direct methods, such as Gauss elimination
or LU factorization, always requires a number of operations that scales as the cube of the
number of modes kept in the truncation of the reduced Rayleigh equation. Moreover in the
cases of layered systems in which only one of the interface is rough and the others are flat,
the complexity associated with solving the system will take over that of setting up the linear
system for large enough number of modes kept in the truncation. It is then of interest to
consider iterative methods to solve the system in order to decrease the complexity associated
with it. It must be kept in mind though that for layered systems involving more than two rough
interfaces, the complexity resides essentially in constructing the linear system, and improving
the solving step would not help to significantly speed up the computer program. A potential
alternative way, based on the reduced Rayleigh equations of the second kind has been discussed
in Chapter 3 already to tackle this issue for layered system with more than one rough interface.
Nevertheless, systems involving only one rough interface cover a non-negligible class of physical
systems of interest from an application point of view, and it is the prior aim of this chapter
to present iterative methods to give reasonably good numerical approximated solutions of the
truncated reduced Rayleigh equations in these cases.

We will first present standard textbook iterative solvers such Jacobi, Gauss-Seidel, and
successive over-relaxation (SOR) methods before dealing with iterative methods specifically
designed for solving the reduced Rayleigh equations. We will then present the so-called small
amplitude perturbation theory (SAPT) which consists in expanding the solution in powers of
the surface profile function, in a sense that will be made clear soon, and approximating the
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solution by computing each order of the expansion by the use of a recursive formula. We will
see that this method can be viewed as an iterative method using several iteration matrices.
The derivation of the small amplitude perturbation theory will be given first here for a system
involving a single interface to fix the ideas, and then generalized to a stack of layers with
arbitrarily many interfaces in Chapter 9. Finally, the fixed point method based on the reduced
Rayleigh equation of the second kind will prove to be a powerful method which can be viewed
as a more efficient perturbation method than small amplitude perturbation theory. Finally, we
will consider a fixed point algorithm based on the coupled Rayleigh equations, and discuss its
practicality or rather impracticality, due to stability issues.

The different methods will be compared with respect to their complexity, their convergence and
stability for different class of physical systems, and their convergence rate towards the solution
given by the direct method. Note that here we do not consider whether the truncation error is
small enough or not, which is an issue that has already been discussed in Chapter 5 and that is a
sole property of the truncated linear system, and is therefore independent of the method chosen
for solving it (provided that the method manages to give the solution). We rather analyze the
convergence of the iterated approzimated solutions of the truncated linear system towards the
solution given by a direct method that will serve as a reference.

6.1 Simple iterative methods

We consider here simple iterative methods to solve the linear system M X = N of size 2D
associated with a truncation of a reduced Rayleigh equation that we assumed has already been
set as explained in Chapter 5, and M is assumed non-singular. The term simple refers to the
fact that these methods are found in most textbooks on numerical linear algebra but also to the
fact that the construction of the sequence of approximate solutions, denoted (X, )xen, consists
in applying operations on the current approximate solution. In other words, the computation of
an approximate solution X,  ; only requires the knowledge of the approximate solution X, and
not that of any other prior approximate solutions. The following is adapted from Ref. [60] where
more details can be found. Here we only give the minimum required for practical implementation,
but the interested reader will consult Ref. [60] for more analysis.

6.1.1 Implementation

We first define the splitting of the matrix M as a pair of matrices (My, M,) such that

M=M, -M,, (6.1)

with M, constrained to be non-singular. The iterative method associated with the splitting
(M;, M,) is then given by

Initialize X .
Loop until a desired precision, or a maximum number of iterations is reached
M X, =M, X, +N (6.2)
End of the loop.
Remark 6.1. Note that if the sequence (X, )ren converges to some limit X then by plugging

the limit into Eq. (6.2), we find that the limit is necessarily the solution of the linear system
M X = N. However, nothing guarantees a priori that such a sequence converges in general.
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The above iterative method thus requires to solve a linear system at each iteration, and is
therefore advantageous only if M, is somewhat easier to invert than M. Systems which are
easily invertible are typically diagonal or triangular. It is thus natural to consider splittings
that yield such matrices for M.

Jacobi’s splitting
The so-called Jacobi iterative method is that associated with the splitting

M, = diag (M) and M, = diag(M) — M, (6.2)

where diag (M) denotes the matrix that consists in the diagonal of the matrix M. Note that
in order to invert the system in Eq. (6.2) with this splitting, M must have all its diagonal
elements nonzero.

Remark 6.2. To invert Eq. (6.2) it is only needed to divide each row in the right hand side by
the corresponding diagonal element of M.

Gauss-Seidel’s splitting

Let us denote by T, and T, the strictly (i.e. without the diagonal) upper and lower triangular
part of M respectively. Namely, for ¢, j € [1,2D],

Tup,ij = My if j > 4,and 0 otherwise.
Tiow,ij = Mij if j < 4,and 0 otherwise.

The splitting associated with the Gauss-Seidel method is given by

M, = diag(M) + T\, and M,=-T (6.2)

up

Note that similarly to the Jacobi method, M, = diag (M) + T, must be non-singular, which
is equivalent to M having all its diagonal elements nonzero, since M, is a triangular matrix.

Remark 6.3. Equation (6.2) is easy to solve because M, is triangular, and it is only necessary
to apply a forward substitution.

Successive over-relaxation (SOR)
The splitting associated with the SOR method is given by

1 1—
M, = — diag (M) + T, and M, = diag(M) T (6.2)
w w

up

where w € R is a relazation parameter. Here again the matrix M, being lower triangular,
Eq. (6.2) can be inverted by forward substitution. The SOR method can be viewed as the
extrapolated Gauss-Seidel method, as it yields the Gauss-Seidel method for w = 1. For w < 1
one talks about under-relaxation and for w > 1 one talks about over-relaxation. In practice, the
relaxation parameter must be optimized to yields the best convergence rate.
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6.1.2 Complexity analysis

In Chapter 5, we have seen that solving the linear system associated with a truncated
reduced Rayleigh equation containing D modes (i.e. system of size 2D) by using the LU
factorization method yields an operation counts of Ny Ly = 2D(2D +1)(2D +2)/3 ~ (2D)3/3.
Let us analyze the number of operations required for each of the aforementioned iterative
method. It is clear, almost by definition of the iterative method, that the total number of
operations will depend on the convergence rate (under the assumption that convergence is
given). The faster the convergence, the fewer the number of iterations needed to reach a
desired accuracy to the solution and the fewer the number of operations. The convergence
rate depends in general on the physical system (see Section 6.5). Therefore we focus here
on the number of operations per iteration, Nopjiter, and if, after analysis of the convergence
rate, it is found that k iterations are needed to reach a desired accuracy, the complexity
will be kNyp jiter- In order to conclude whether an iterative method is worth using compared
to a direct method, one needs to analyze (i) whether the iterative method converges, and
(ii) if it converges fast enough so that k remains small. We will see that the number of op-
erations per iteration scales as 8D?, therefore the iterative method will be beneficial if k < D/3.

Jacobi: For the Jacobi method, one iteration requires (i) two! matrix-vector multiplications
by an a priori full matrix M, with 0 on the diagonal, (ii) two vector additions that we neglect,
and (iii) two matrix-vector multiplication but by the diagonal matrix diag(IM)~!. This makes
a total of Nop jiter = 8D? scalar multiplications.

Gauss-Seidel and SOR: For the Gauss-Seidel method, one iteration requires (i) two matrix-
vector multiplications by strictly upper triangular matrix M,, (ii) two vector additions that we
neglect, and (iii) two forward substitution with a lower triangular matrix M;. This makes a
total of Nop/iter = 8D? scalar multiplications, i.e exactly the same as for the Jacobi method.
For the SOR method we need to add step multiplying the diagonal elements of M; and M,
respectively by w™! and (1 — w)/w which add 4D scalar multiplications, which is insignificant
for the asymptotic scaling.

6.2 Small amplitude perturbation theory

The theory of perturbation refers to a set of mathematical methods which aim at solving ap-
proximately and iteratively a problem which can be considered close (in some sense) to a simpler
problem which can be solve more easily. The full problem being a perturbed problem of the
simpler one, where the perturbation is parametrized by a small parameter. The technique was
introduced first by astronomers, in particular Laplace and Lagrange in the 18th century in the
context of the study of planetary motions and developed further by Poincaré in the 19th century
and before leading to the theory KAM (Kolmogorov, Arnold, Moser) for the stability of systems
of Hamiltonian mechanics subject to small perturbations in the half of the 20th century. The
theory perturbation has quickly spreads in all fields of physics, in particular in quantum me-
chanics. Electromagnetic scattering is no exception, and Rayleigh himself solved approximately
the problem scattering by a sinusoidal perfectly conducting surface by the use of a perturbative
treatment to lowest non-trivial order in 1907. Fano used a perturbative solution up to second
order in the surface profile to explain the origin of the Wood anomalies in 1940. We present here

'Remember that X, contains two column vectors.
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the derivation of what is known as small amplitude perturbation theory (SAPT), or simply small
perturbation theory, in the literature on wave scattering. In the context of the reduced Rayleigh
equation, this pertubative technique was used already by Toigo et al. in Ref. [37] where the
two first order were computed. It was then developed, among other, by Maradudin and Greffet
[56, 67, 68] as a relatively practical numerical iterative technique to solve the reduced Rayleigh
equations. The first few terms in a perturbative expansion may often lead important insights on
the mechanism involved in some scattering phenomena. The Wood anomaly is an example of a
phenomenon which was explained in this way by identifying the excitation of a surface plasmon
polariton. In the context of this thesis, we will see in Chapter 10 that the approximation to first
order in the surface profile will lead to the physical understanding of some phenomena such as
the Yoneda and Brewster scattering phenomena. In the present chapter, we are only interested
in using the perturbative method as an iterative method which can numerically be implemented
to any desired order.

6.2.1 Derivation

The basic principle of this method is to expand the kernel factor Jlbg in a series of Fourier
transforms of the power of the surface profile function ¢ and also to expand the unknown
reflection or transmission amplitude in a similar series and matching terms of the same order.
The expansions read as follows

T 9 1) = (bar () —aa, (@) [ e P D e lberte) e @00 g2y

=3 S ) (@) [

n=0 n:
= > (b () a0 (@) € ) (6.39)
R (q|po) = Z (;.?j RY) (q|po) (6.3b)
Talp) =Y. TP 0 alpa) (6.30)
= 7

Here we have defined the Fourier transform of the n'® power of ¢, or n®® Fourier moment of the
surface profile, as

(= fenner e o0

We are now ready to proceed with the perturbative method.

Reflection

We start by substituting Eqs. (6.3a) and (6.3b) into Eq. (2.51) and get

>3 EEE )= @) (Yo -a) MY (p]a) RY (alpo) ot

(27)?

=3 0 o (0) +en(o) " E o) MET (B D) - (65)
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Figure 6.1: Illustration of the change of indices m = n + j. Summing over (j,n) € N? is
equivalent to summing over sub-sets with elements of constant value n + j = m.

As illustrated in Fig. 6.1, summing over all (n,j) € N? is equivalent to summing over subsets
S, = {(n,5) € N2 | n+j = m} of pairs of constant sum m = n + 4, i.e. that we have

oo — [e o] 3 ~ ati - ] aQ
Zn,j:() =37 Z(n,j)€$m7 therefore the previous equation can be re-written as

- (72.)7” = m n—1 *(n) +,+ (m—mn) d2q
S () fex@ra @y ¢ -0 ME pla RO @l
=-> (_T:L), (a2 (p)+1(p))" ("™ (p—py) M3y (P|Po) - (6.6)
m=0 )
Also note that we used that m = %(ZZ) by definition of the binomial coefficients. The

procedure consists in matching terms of the same order on both sides of the equation. The zero
order only consists of one term n = m = 0 and gives

/(a2 (p)—e1 (@) (V(p—a) M3i" (p|a) RV (a|po) (ST;I

= (a2 (p)+a1(py)) " (' (p —py) M3 (P|Po) - (6.7)
By using that ((© (p—q) = (27)26(p — q), we finally obtain the zero order reflection amplitude

RO (p o) = 24PU PO (N1 1)) MG () (2607 0~ )

© (21)2 5(p — py) p”(Py) » (6.8)

where the last equation is a defining equation for p() (p,).
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Remark 6.4. We have just obtained that the zero order of the reflection amplitude corresponds
exactly to the reflection amplitude for a flat surface we have derived in the Section 2.3. This was
to be expected in the sense that the zero order of the surface profile corresponds to its average
plane.

For orders m > 1, we have

> (m) J02) -1 (@) b~ @) MIF (@) R (alp) (o

n=0 n (27{)2

= —(02 (p) +01(py))™ " "™ (p —py) M3y (P|Po) (6.9)

which by isolating the term of interest, n = 0, gives

— (a2 (p) +a1(pP))™ " ¢ (p — py) M31 (P |Po)

m

- (7:> /(042 (p) —on (@)™~ ¢(p — ) M3 (p|a) R (q|p,) -t

(2m)?

n=1 d2q
(2m)
- / (a2 (p) ~0 (@)~ (2m)*3(p — ) M3 i (p|@) R™ (] po) (jﬂi

= (a2 (p) —a1 (P)) " Mz (p|p) R™ (p[po) - (6.10)

- / (a2 (B) —an (@)~ ¢O(p —q) M3 (p ) R™ (q|po)

Thus one can express R as a function of R 1 ... RO in other words we have a recursive
relation for determining all orders,

R™ (| po) = (a1 (p) —a2 (p)) [M1" (P)] " [(a2 () +a1(p)" " <" (b —po) MY (P [po)

dzq

e (6.11)

+> <T:> /(“2 (p) —a (@) <" (p—a) M3 (p|a) R (q|po)

Note that in general, high orders require the evaluation of as many integrals as the order to be
determined and can become costly. For the first order, only one such integral is to be evaluated
and is straightforward to perform thanks to the fact that R (q|p,) o« d(q —p,). Indeed,
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applying the above equation for m = 1 gives

RO (p|po) = (a1 (p) —a2 (p)) M7 (0 |P)] " |V (P —Po) MI5 (P Po)

+ / {O(p—q) ME (p]a) RO (qpo) (dq}

2m)?

— (a1 (p) —a2 () M1 ()] |¢V (P —po) My (p|Po)

+ GBSO (0 ) M3 (p ) (M3 (b )] M (0o po>]

+ QPO PO N (o ) (M (po )] M (po|pa)}

=D (p—pg) p (b Po) = (a1 (B) —a2 (p)) CV (P — py) £V (P | Po) - (6.12)
Here we have given two alternative way to write R(!) (p | po) introducing either the amplitude
P (p|po) or pV) (p|p,) that only differs by a factor (ay (p) —as (p)). The reason for in-
troducing these definitions will become clear in Chapter 10 when we will give a clear physical
interpretation of the first order reflection amplitude. For now, what matters is to convince
oneself that it is relatively simple to compute R (p | po).

Transmission
Repeating the reasoning for the transmission amplitudes, we start by substituting Eqgs. (6.3a)

and (6.3c) into Eq. (2.52) and get

X >® —i)nti g R ) 2
>3t m),-; [ @) +on @) {0 p—a) M (pla) T (al o) 5]

21)?

n=0 j=0
2./
_ 2vaeaPo) e 5 oo, (6.13)
€2 — €1
By using the same re-summation argument as in the case of the reflection amplitude, the previous
equation thus becomes

> — <7:> /(*m (p) +a2 (@)1 (™ (p—a) My (p|q) T (q|po) e

m! (2r)?
= VAL (5 - o), (614)

m=0 n=0

Next we match the zero order to the right hand side and the other orders to zero. The zero
order only consists of one term, n = m = 0, and gives

T (p o) = 2YTEUR (50125 ) ()~ n(py)) (M (po )]

1

© (2m)25(p — py) 7 (py) (6.15)
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Here we have used that () (p —q) = (27)2d(p — q) and the last equation defines 7 (py).

Remark 6.5. As observed for the reflection amplitudes, we have just obtained that the zero
order of the transmission amplitudes corresponds exactly to the transmission amplitudes for a
planar surface derived in the Section 2.3.

For orders m > 1, we have

m

> (T:) /(az (@) —a1 ()" ™ (p—q) My5 (pla) T (q|po) —= =0,  (6.16)

n=0

which by isolating the term of interest, n = 0, gives

2

> (1) Je@=a ) 0 - a) M5 (p10) T (alpu)

—

27)?
d?q
(ar)?

= [(ea @) —or (b)) (2760 —a) My (bl @) T (alp0)

= (a2 (p) —a1 (P)) " M5 (p|p) T (p|Ppo) - (6.17)

- [tz (@-a1 o) Ep—a) My (0]a) T (alpo)

Thus one can express T™ as a function of T~ ... T, We thus have a recursive relation
for determining all orders,

T (p | po) = (a1 (p) —a2 (p)) [Mi5 (p|p)] "

3 (1) [l @ ) - Mig 1) T (al ) (6.15)

(2m)>

Note that in general, high orders require the evaluation of as many integrals as the order to
be determined and can become costly. For the first order we take advantage of the fact that
TO (q|po) x 6(q — py). Applying the above equation for m = 1 gives

2 \/€E1€2 al(po)

T (p | po) ===~ =2 (a2(po) = @1(po) (@1 (P) —02 ()
x (D(p—py) M5 (IP)] " M5 (PIpo) [Mis (PolPo)]
CED (P —pg) 7@ (p | po) E (1 (p) —a2 () {V (D~ Po) 7V (P Po) - (6.19)

Here the last equation defines the amplitudes p™ (p|p,) and p™) (p|p,), which will be of
particular interest in Chapter 10 when discussing the physical interpretation of the first order
transmission amplitude.
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Periodic surfaces

We apply the method presented above for a periodic surface. In that case, the expansions read

Tim(® ) :Z n, (b (p) —acu, ()" C™ (p —q) (6.20a)
n=0

RU™ (py) = (_jf)] R (po) (6.20D)
=0 F

() = Y L T (6.200)
= 7

Here we have defined the n'® Fourier moment as

D= [ et (6:21)

c Ja.

Note that we have expanded the component of each diffractive order m, which we already know
form a countable set, and Rg)(po) (resp. Tg)(po)) must be understood as the 5™ order in the
power of the surface profile for the m'" diffractive order of the reflection (resp. transmission)
amplitude. Then following the same derivation as in the general case, we obtain that the terms
of the expansion of the reflection amplitudes are given by

Ry (po) = TP (01 (o )] M (o ) o (6:220)

R (py) = (a1(pg) — a2(py) [MI1 (Pepe)] | (a2(py) + a1 (pp) ™" V(G MIy (pe | Py)

+Z ( ) D7 (a2(pe) — 1 (P)" T C(GET™) M (g | Pr) RET (D)) | (6.22b)

meZ?

for k£ > 0 and that of the transmission amplitudes are given by

T () =22 () — a4 (py) (M5 (o [B0)] o (0:25%
Tm (Po) = (a1(pe) — a2(Pe)) [Mi{ (Pe | pgﬂ h
x Z ( ) > (Con(pa) +oafpm))" GG My (pelpa) T (p0). - (6230)

We recall in passing the notation p, def Po+ G® with G® a reciprocal lattice vector. Note
that here we have chosen to denote the perturbation order k instead of m, used previously in
the general case, in order to avoid confusion with the mode indices m for the diffractive orders.

Remark 6.6. These expressions can be found either by following the same derivation as that
described in the general case and starting from the reduced Rayleigh equations for a periodic
surface derived Chapter 4, or equivalently applying the reasoning from Chapter 4 to the SAPT
results obtained in the general case.
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6.2.2 Implementation

We can see from Egs. (6.22) and (6.23) that the recursive relation giving Xék), where X = R or
T can be written in the form, for k£ > 1

k
X 00) = Y00+ 3 (1) 30 M o) XU 0. (6.24)

meZ?

Indeed, we have in the case of the reflection amplitudes

Y (py) & EB(G®) (a1 (py) — az(py)) [Mi1 (pe | Pe)]

% (a2(pe) + a1 (pe))* ! M3 1 (pe| o) (6.252)
MY (po) X &M (GE™) (a1(py) — a2(py)) M35 by | Pe)]
x (a2(pg) = a1(Pm))" ™" M3 (Pe|Prm) s (6.25b)

and for the transmission amplitudes

Y (pg) €0 (6.26a)

M), (o) 2 CM(GE ™) (ar(py) — az(py)) My (pe o))
x (—a1(pe) + 02(Pw))" ™ Mi5 (Pe|Prn) - (6.26D)

This means that for the truncated system, when applying the re-indexing described in Sec-
tion 5.2.1, Eq. (6.24) yields

k
k k k n k—n
X o0) =¥ o) + Y- (1) MO0) XS 00). (6.27)
n=1 .
where
T
k k k k k
X (po) = (X0 aPo)s -+ X5 LaPo). X sPo) -+ X 5(00)) (6.28)
and for (i,5) € [1, D]?,
M5 (po) =M,"), (Do) (6.29a)
Mg, 5 (00) =M (Do) (6.29b)
M (Po) =My, . (Py) (6.29¢)
A{énli7D+j (Po) :]\/Igfinj ss (Po) » (6.29d)
and
T
k k k k k
Y (pg) = (Vi Po): -+ Yal) s(Po) Vi (Po), -+ Vi) 5(0)) (6.30)

In order to compute the terms in the expansion of the reflection, or transmission amplitudes,
up to order k, it is thus necessary to set up k matrices (M(n))lgngk and 2k vectors (k for each
incident polarization) (Ygl))1§n§]€. These matrices and vectors are then used and re-used to

successively compute the (Xgl))lgngk.
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6.2.3 Complexity analysis
Setting up matrices

Let us count the number of operations required to set up the matrices (M(n))lgngk and
(Y(n))1§n§k~ To fix the ideas we will consider the case of the reflection amplitudes and we
assume that the Fourier moments have already computed and are available for use. Consider
the following algorithm to set up all the (M(n)) 1<n<k and (Y(n)) 1<n<k Simultaneously.

e Loop over the set of modes i € [1, D]

Compute a1(py,) and az(py,) (= 10 op.).
Set A < ai1(py,) + a2(py,) (1 op.) and B « 1.
Compute M;’f (Pg, | Po) (=20 op.).

I

Compute M;f‘(p& | Py,) (note diagonal matrix ~ 5 op.).

- -1 _
5 Compute ¥ ¢ (a1(py,) — a2(py,)) [M33' (g, [Pg)| MY (P, |P0) (7 0p.).

Setting up the Y/gm(po)—vectors.

6 Loop over perturbative order n € [[1, k]
6.1 Get & (G®)) (0 op.).

6.2 Set C' < B x éc(LZL)(G(ei)) (1 op.).

6.3 Compute C x Y (4 op.) and set )@g?;ﬁ(po) Y5 in the ng)(po)-vectors
(6 € {p,s})-

6.4 Increment power B <— B x A (1 op.).
Setting up the M -matrices.
7 Loop over the set modes j € [1, D]
7.1 Compute a1(pm,) (=5 op.).
+,+ N
7.2 Compute My " (py, |pej) (= 20 op.).

- —1
7.3 Compute M < (a1(py,) — a2(py,)) [M31 (bg, [Pg,)| M1 (bg, | Pan,) (T D).
7.4 Set A+ aa(py,) — al(pej) and B’ + 1 (1 op.).
7.5 Loop over perturbative order n € [1, k]
751 Get ({(GE) — Gm)) (0 op.).
752 Set C' + B’ x (M (G®) — Gm)) (1 op.).
7.5.3 Compute €’ x M (4 op.) and set Méﬁlnjyaﬁ(po) — Jffalg according to
Eq. (6.29).
7.5.4 Increment power B’ +— B’ x A’ (1 op.).

The number of operations indicated are rough estimates which may vary if one consider that
some constants such as ,/€;, w?/c? and their products are tabulated before hand or not, and we
have treated equally multiplications, additions and square roots, which in practice should not
really be. Nevertheless, we just aim at a rough estimation, since it is the scaling with the number
of modes D and maximum perturbative order k& which is of particular interest. Following the



6.3. Fixed point iterates of the RRE of the second kind 145

algorithm, the total number of operations for setting up the Y/(;L)—vectors and M™)_matrices is
roughly

NSAPT ~ 43D + 6kD + (33 + 6k)D? (6k + £)D?, (6.31)

where the assymptotic scaling is taken for large D and & is a constant which may vary depending
on the details of the implementation, in our case we have estimated x = 33. What is important
is that the cost associated with setting up the iteration matrices scales quadratically with the
number modes and linearly with the number of perturbative order kept in the expansion k.

Iterations

Now that the matrices are set up, it is time to successively determine each order of the scattering
amplitudes. Let us count the number of operations required for each iteration for a fixed incident
polarization 5. Neglecting the number of operations that is required to set up XgO)Q the first
iteration requires one matrix vector multiplication and a vector addition, giving (2D)? scalar
multiplications and (2D)(2D — 1) +n = (2D)? scalar additions, the second iteration requires
two matrix vector multiplications and two vector additions (let’s neglect multiplying by the
binomial coefficient), giving 2(2D)? scalar multiplications and 2(2D)(2D — 1) +2(2D) = 2(2D)?
scalar additions, ... , and the kth iteration requires k matrix vector multiplications and k vector
additions, giving k(2D)? scalar multiplications and k(2D)? scalar additions. In total, to compute
the k first terms in the scattering amplitude expansions requires (2D)%+2(2D)2+- - -+k(2D)? =
k(k + 1)(2D)?/2 multiplications and as many additions. In addition, once we have the k + 1
first terms of the expansion, we need to sum them up. Hence we roughly need

NSAPT ~ k2(2D)? (6.32)

op,iter

operations to compute the scattering amplitudes approximated to kth order in power of the
surface profile function, given the iteration matrices and vectors.

The total operation cost associated with this method is then

NN = NSMEL L+ NSMw ~ (6k + k) D* + k*(2D)> . (6.33)

op,tot T op,setup op,iter

In conclusion, the complexity associated with solving a reduced Rayleigh equation with SAPT
as an iterative method scales quadratically with the number of modes and quadratically with the
perturbation order k. Note that the other iterative methods studied in this chapter all scales
linearly with the iteration number, and are simpler to implement. The iterative method based
on SAPT may or may not be worth its slightly higher complexity depending on whether its
convergence rate is advantageous. This will be explored in Section 6.5.

6.3 Fixed point iterates of the RRE of the second kind

6.3.1 Implementation

In Section 2.5, we have seen that reduced Rayleigh equations can be recast as integral equations
of the second kind. It was suggested in Section 2.5 that one may solve the reduced Rayleigh
equations of the second kind by interpreting it as a fixed point problem. We will refer to the
following algorithm as the method of Fized point Iterates of the reduced Rayleigh Equations of

2which contains only one non-zero element, that corresponding to the co-polarized zero diffractive order, being
a Fresnel amplitude
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the Second kind, or shorten with acronym FIRES. For a periodic system, the reduced Rayleigh
equations of the second kind Egs. (2.70, 2.73) read, for £ € 72,

_ ot m
(aa(pg) — a1 (Pe) ™" M (b | Pe) AR (pg) + Y Koy (Pe | Pra) M (P | Pra) AR™ (pg)
meZ2

S+t —t— _
=—Ky (Pe | Po) M2+1+(Pe | Po) P(O)(PO) =Ky (Pe | Po) M2+1 (Pe | Po) - (6.34)
and

(@2(pe) = 1(pe) ™ Mz (Pe | PO) AT (pg) + Y Kis (Pe | Pra) Mis™ (Pe | Pr) A T (pg)
meZ?2

==K (P | Po) Mz~ (P | Po) 7 (py) s (6.35)

with

K?y’;(p lq) & aic /a CXp[72'(17(;;(1;2))7_(1;;;((131))«)()} -1 exp[—-i(p —q) - x| d®z, (6.36)
AR (py) € RO (py) — pO(py) (6.37)
AT® (py) € T®(py) — 7O (py) . (6.38)

Equations (6.34) and (6.35) yield the following recursive scheme

A Xéo) (po) =0 (639&)
AX TV (pg) = Yo(po) + Y. Mpm(p) AXE (py)  forkeN, (6.39D)

meZ?

where we denote by AXék) the k' iterate approximation of AR® (p,) or AT®(p,) and the
iteration matrices M, ,,(py) and Y,(py) are given by

Y(po) € (01(py) ~ 02(pe)) [M;" (bg | p)]
x K1 (pe | o) M (pe | o) 2 (Po) + Ky (P2 | Po) M3 (b2 | po)] (6.40a)

My (Po) 2 (a1(pg) — a2(pe)) M (Pe | Pe)] " Ko’ (Pe | Paw) MiT (Pe | Prn) » (6.40D)

for the equation for the reflection amplitudes and by

__ S o
(@1(Pe) — a2(Py)) M3~ (P [ o)) K1z (Pe | Po) Mz~ (Pe [ Po) 77 (py)  (6.41a)

def _ N o
My m(Po) = (e1(pe) — a2(Pe)) M5 (P | Pe)] Ky (Pe | Prm) M5~ (Pe | Pr) - (6.41b)
for the equation of for the transmission amplitudes. This means that for the truncated system,

when applying the re-indexing described in Section 5.2.1, Eq. (6.39) yields

X (py) =0 (6.42a)
X5 (pg) = Y(po) + M(py) X5 (pg) (6.42b)
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where

T
k k k k k
AXE )(po) = (AXr(m),p[j(po)v T ’AXl(nl),p[i(p())7 AXr(m),sﬁ(po)v T 7AX1(112>,sﬁ(p0)) ) (6.43)

and for (i, 5) € [1, D]?,

Mi]‘ (Po) :ML m7,pp(Po) (6.44)
]\/[D+i,j (PO) :]WL m],sp(p()) (6.45)
Mzﬁ,DH (Po) :Mz,,,‘,mj ,ps(p()) (6.46)
MD+7;,D+]' (Po) :Mz“mj,ss(l)o) > (6.47)
and
T
Yﬂ(Po) = (le,pg(Po)» e 7YmD7pﬁ(pO)7Ym1,sﬁ(p0)7 T ,YmD,Sg(Po)) . (6.48)

6.3.2 Complexity analysis

The complexity associated with setting up the iteration matrix M(p,) and the two column
vectors Y 5(py) is essentially the same as that associated with setting the linear system for the
direct method. Then, each iteration requires, two matrix-vector multiplications and two vector
additions (one per incident polarization state 3), i.e. 8D? scalar multiplications and 4D? scalar
additions. The complexity is essentially that of the simple iterative methods, such as the Jacobi
method.

6.4 Fixed point iterates of the coupled Rayleigh equations

In Section 2.4, we have shown that one could obtain coupled integral equations for the reflec-
tion and transmission amplitudes, which we have called the coupled Rayleigh equations. It was
suggested, based on the form of the equations, that one may gather the reflection and transmis-
sion amplitudes as one unknown and interpret the coupled Rayleigh equations as a fixed point
problem.

6.4.1 Implementation

The implementation of the algorithm for obtaining the successive iterates for the reflection and
transmission amplitudes is similar to that of the methods presented previously. We need to
keep track simultaneously of the successive iterates of both the vector of reflection amplitudes,
Rgc)(po), and of the transmission amplitudes, Tgc)(po), for which the indexing has been
explained in details for the previous methods. The iterative scheme hence reads as follows.

e Initialize Rg)) (py) and Tgo )(po), for example with the Fresnel amplitudes.

e Loop until a desired accuracy or a set number of iteration is reached

RV (pg) = My (p) T4 (po) (6.492)
Tgcﬂ)(Po) = M, (po) Rg«)(pO) + Yﬁ(pO) : (6.49b)
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The iteration matrices M, (py), My(py), and the vector Y4(py) are readily obtained from
Egs. (2.63a) and (2.63b), and read for a periodic surface, in terms of the £, m indices,

def €1 — €2 e +,—
M = — M5 .50z
L,Lm(Po) NG 041(Pg) J12 (Pe | Pm) M5 (Pe | Pm) (6.50a)
def €1 — €2 5=
M = —
27£,m(P0) NG az(PZ) T
Yo(py) & 5 750 (Pe | Po) Mai™ (P | Do) (6.50c)
21/6162 al(pl)

The re-indexing procedure is the same as for the other methods.

+ —
(Pe | Pom) M3 (P | Pr) (6.50b)

Remark 6.7. In the algorithm described above we construct in fact two sequences of solutions
in parallel. One may instead jump between the two sequences and obtain a factor two speed up.
Indeed, one may, for example, use the freshly computed Rgﬁ'l)(po) from Eq. (6.49a) directly in

Eq. (6.49b), and so on, in such a way that the ngk)(po) are only computed for odd k and the
T(Bk) (pg) for even k. One may also start the other way around and compute only Rgg)(po) for

even k and the Tgk)(po) for odd k. For the study of the convergence rate, we will for convention
use the naive algorithm (Egs.(6.49a) and (6.49b)) where all terms are computed.

6.4.2 Complexity analysis

The complexity analysis is rather straightforward here. It consists essentially in twice that of
the direct method? for setting up the iteration matrices plus a couple of matrix-vector for each
full R-T-iteration for a given incident polarization state 8. The complexity is hence twice that
of the method of FIRES for example.

6.5 Comparison of the methods

We now proceed with some numerical comparison of the aforementioned methods. We have
already analyzed the methods complexity and discussed iteration thresholds for a speed-up
of the iterative methods compared to the direct method. It remains to study whether these
methods are stable and estimate their rate of convergence towards the solution given by the
direct method. We will see that the rate of convergence depends on the system parameters in a
similar fashion as the convergence rate depended on the system parameters for the direct method
when the convergence was studied as a function of the number of modes in Chapter 5. We will
fix the index cutoff radius N, of the reciprocal lattice to be large enough (N, = 20) to obtain a
a priori small enough truncation error with the direct method (see Chapter 5). Consequently,
we remind that this fixes a set of scattered wave vectors, both for propagating and evanescent
modes. For simplicity, we will only consider a two-dimensional sinusoidal surface between two
dielectric, where the periods in the two orthogonal directions are equal a; = a2 = a and the
only consider normal incidence. Thus we places ourselves in a similar framework as in Chapter 5.

The notion of convergence used in the present chapter is similar to that used in Chapter 5 and
the vocabulary will remain essentially the same. There is, however, an important difference that
we want to stress. Since, for a given set of parameters, the scattering problem can be solved

3Some computation can, however, be saved by setting up both M; and M, at once.
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with the direct method, we can use its solution as a reference. The relative error will hence
measure the distance between an approximate solution obtained for a given number of iteration
k of an iterative method and the reference solution given by the direct method. If we denote

the solution given by the direct method by X4 = (X((im)(po,w)) and the solution given

(X =R or, T), then

meDy,
by an indirect method after k iterations by X = (Xi(':)(po,w))mGDN
we define the relative error in the Euclidean norm ¢, as

g = bk 2dl (6.51)

Here, we define |X| as

1/2

Xi={ > X kEEewl] (6.52)

meDn, o,fE{p,s}

where we remind that the notation «, 8 € {p, s} denotes pairs of polarization states. Other
norms could be used but we restrict ourselves to the Euclidean norm for the sake of simplicity.

We are now interested in studying how quickly the relative error e decays (if it does) with the
number of iterations of iterative methods and also how the corresponding convergence rate scales
with the reduced parameters. The linear convergence rate determined numerically is defined in
a similar fashion as in Chapter 5,

K

1
n= K+l-n gﬁk: ) (6.53)

where K is the maximum number of iterations considered before reaching machine precision and
with

_ Ck+1

= .54
= (6.54)

6.5.1 Convergence rates

Consider the relative error € as a function of the iteration number k£ obtained for the different
methods, SAPT, Jacobi, Gauss-Seidel, and FIRES in Fig, 6.2 for a fixed reduced lattice
constant (a/A; = 0.95)* and for a set of reduced amplitudes. Moreover, the dielectric contrast
is held fixed to z = 1.5.

First, it is clear that for each method taken separately, the convergence is slower for larger values
of the reduced amplitude. It seems that the convergence is linear and the linear convergence
rate, 7, hence increases with the reduced amplitude. Furthermore, comparing now the methods
for a fixed reduced amplitude, we can rank them with respect to their convergence rate from
slowest to fastest: NSAPT > MJacobi & NFIRES > "Gauss—Seidel- Lhe reader will notice that the
Jacobi method and the method of FIRES yield very similar results. They are not identical
even though the difference cannot be appreciated from Figs. 6.2(b) and 6.2(d). The reason for
this similarity can be explained quite simply. The method of FIRES consists in splitting the

4There is nothing special about the value of 0.95. It was arbitrary chosen as the closest to 1 in a bigger set of
simulations, and for which the results illustrate well our discussion.
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Figure 6.2: Error ¢ in the euclidean norm for the methods of SAPT (a), Jacobi (b), Gauss-Seidel
(c) and FIRES (d) as a function of the iteration number k for two-dimensional sinusoidal surface
characterized by a/A; = 0.95 and for different amplitudes. The dielectric contrast is fixed to
z=1.5.

solution as a sum of the planar contribution and the roughness contribution of the surface,
i.e. Fresnel plus scattering roughly speaking. This idea is very close to the splitting used in
the Jacobi method, where the matrix of the linear system is split as its diagonal and what
remains. One may hence expect similar results for the two methods for cases where the Fresnel
contribution dominates in the diagonal.
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(b) Jacobi
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Figure 6.3: Diagram of the convergence rate log 7 in the (27wa/A1, 2w H /A1 )-plane for the methods
of (a) SAPT, (b) Jacobi, (¢) Gauss-Seidel, and (d) FIRES. The results were obtained for a two-
dimensional sinusoidal surface and the dielectric contrast is fixed to z = 1.5.

In a similar fashion as what was done in Chapter 5, Fig. 6.3 present diagrams of convergence
rate in the (2ma/A1, 2w H/A;) parameter space. The overall map of contour levels of constant
convergence rate are reminiscent of that obtained in Chapter 5, see Fig. 5.7. This similarity
indicates that solving the reduced Rayleigh equations using the presented methods will also be
more and more challenging, in terms of computations, near the boundary of the convergence
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logn
[

102

2ra/\
(c) Gauss-Seidel (d) FIRES

Figure 6.4: Diagram of the convergence rate log 7 in the (27a/A1, 2w H /A1 )-plane for the methods
of (a) SAPT, (b) Jacobi, (¢) Gauss-Seidel, and (d) FIRES. The results were obtained for a two-
dimensional sinusoidal surface and the dielectric contrast is fixed to 22 = —2.25.

domain identified in Chapter 5, as k will be required to be large. From Fig. 6.3, it also apparent
that the Gauss-Seidel method overall performs best since it overall has smaller values of logn
compared to the other methods. Moreover, SAPT seems to suffer from slow convergence in
the slope dominate regime while it is comparable to the Jacobi and FIRES methods in the
amplitude dominated regime.
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Figure 6.5: Error € in the euclidean norm for the method of Fixed Point Iterates of the Cou-
pled Rayleigh Equations (FICRE) as a function of the iteration number k for two-dimensional
sinusoidal surface characterized by (a) a/A; = 100 and (b) a/A; = 4.5 and different amplitudes.
The dielectric contrast is fixed to z = 1.5.

Figure 6.4 presents the same study as for Fig. 6.3 but for a metallic system (22 = —2.25). We can
see that all the iterative methods are affected by resonances. The Jacobi and FIRES method,
which again are very similar are the most affected by the metallic nature of the substrate. It
seems that the overall convergence diagram is shifted to lower critical values of the reduced
amplitudes in addition to the resonances causing problem (see Figs. 6.4(b) and 6.4(d)). The
Gauss-Seidel method performs best away from resonances (Fig. 6.4(c)) and SAPT seems to be
less affected than the Jacobi and FIRES methods away from resonances (Fig. 6.4(a)).

6.5.2 The case of the FICRE

The attentive reader has probably already noticed that we have left aside the method of
fixed point iterates of the coupled Rayleigh equations (FICRE) detailed in Section 6.4. The
reason for this choice is that we devote here a specific discussion due to its peculiar stability
property. Figures 6.5(a) and 6.5(b) show respectively the relative error € as a function of the
iteration number k for the FICRE method for a/A; = 100 and a/A; = 4.5, and a set of reduced
amplitudes in each case. By observing Fig. 6.5(a), for which the lattice constant is much larger
than the wavelength, convergence seems guaranteed for all the considered reduced amplitudes.
What is particularly striking, however, is that the convergence rate is independent of the chosen
amplitude. The initial error point of course increases with increasing amplitude, since the
starting guess of the iterative scheme is chosen to be the Fresnel solution which is expected to
deviate more and more from the true solution when the amplitude is increased. Nevertheless,
the slope of the line of decay of ¢ in the semilog-plot in Fig. 6.5(a) has the same slope for all
the reduced amplitudes. This is a quite remarkable feature. The second remarkable feature is
that the scheme becomes unstable if the reduced lattice constant is decreased. This is readily
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Figure 6.6: Modulus of the reflection amplitudes Rz(ﬁ,l’o) as a function of ¢; for different values
of the iteration number k obtained with the method of FICRE for two-dimensional sinusoidal
surface characterized by a/A; = 1 and H/A; = 1/2. The dielectric contrast is fixed to z = 1.5.

seen in Fig. 6.5(b) where for each the considered reduced amplitudes there exists a critical
iteration number k. for which the error starts to increase even though it has been decaying for
k < kc. The larger is the reduced amplitude, the smaller is the critical iteration number k..
This behavior seems to indicate that the scheme may either be fundamentally unstable and
that k. decreases with increasing surface slope. The use of the FICRE method may then be
guided by a trade off between fast enough convergence before the instability takes over.

Figure 6.6 illustrates well the instability of the numerical scheme. It shows the modulus of the
reflection amplitudes of the co-polarized p — p diffracted modes, |R§,€}’0)| scattered in the plane
of incidence (i.e. ¢ = 0 in our configuration). As the iterations go, the initially, seemingly,
reasonable distribution with decaying amplitudes for larger values of |¢1], starts to lift up from

the larger values of |¢1] and progressively pollute the whole solution.

Remark 6.8. The convergence rate associated with the method of FICRE may seem advanta-
geous compared to the other presented methods in some region of the parameter space, although
it seems at first sight not so attractive. One must keep in mind that the results presented here
were obtained with the naive version of the method of FICRE (see Remark 6.7). Using the
algorithm described in Remark 6.7, the convergence rate 7 is then halved.

6.6 Summary

In the present chapter, a few iterative methods have been analyzed in terms of complexity and
convergence rate with respect to the number of iterations. Standard linear algebra iterative
methods such as the Jacobi and Gauss-Seidel methods have been compared with the iterative
methods issued from small amplitude perturbation theory, the method of fixed point iterates of
the reduced Rayleigh equations of the second kind and the fixed point iterates of the coupled
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Rayleigh equations. We have observed that for all methods, the convergence rate with the
number of iterations follows a similar behavior as the convergence rate with respect to the
number of modes found in Chapter 5 as a function of the surface profile parameters. The slope
dominated regime and the amplitude dominated regime are also present for the convergence
rate of iterative methods. We have found that the Gauss-Seidel method converges fastest
in the convergence region of the parameter space and that the other methods have similar
convergence rate. Small amplitude perturbation theory has a rather poor convergence rate
compared with other methods in the slope dominated regime. The Jacobi method and the
method of fixed point iterates of the reduced Rayleigh equations of the second kind have a
very similar convergence rate, which can be explained by their very close resemble in terms
of implementation. The method of fixed point iterates of the coupled Rayleigh equations was
treated as special case since it was found to be unstable. The instability develops quicker for
small values of a/\; than for larger ones. The overall conclusion to be drawn from this study
is that simple linear algebra methods such as the Jacobi and Gauss-Seidel may be used in
practice to yield a significant speed-up for solving the reduced Rayleigh equations for dielectric
systems. In terms of complexity, the method based on small amplitude perturbation theory
is not advantageous, as it is rather cumbersome to implement, has an additional increasing
complexity with the number of iterations as compared with the other methods and does not
yield a particularly larger speed-up. The method of fixed point iterates of the reduced Rayleigh
equations of the second kind is particularly interesting in terms of convergence and simplicity
of implementation.

Now that we have filled up our tool box for solving numerically the reduced Rayleigh equations,
an important question remains to be addressed. How good is the obtained numerical solution?
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Chapter 7

On the Rayleigh hypothesis and the
validity of the RRE

”That’s all well and good in practice, but how does it work in theory?”
Shmuel Weinberger.

7.1 The Rayleigh hypothesis

In 1907, Lord Rayleigh proposed a theory for the scattering of a plane wave by an impenetrable
periodic grating in which he assumed that the scattered field could be decomposed as a sum
of out-going plane waves' [15]. The unknown amplitudes of the expansion of the scattered
field were then determined by the boundary conditions. In addition, Rayleigh also derived an
approximate solution in the case of a sinusoidal perfectly conducting surface whose amplitude
is small compared with the wavelength. The assumption on the representation of the scattered
field was left unchallenged for almost half a century, until Lippmann noted that such a
representation of the scattered field seemed, at first sight, not physical [69]. Based on a
physical intuition, Lippmann suggested that the scattered field inside the grooves should not
only contain out-going plane waves but also waves propagating towards the surface. Indeed,
it seems reasonable to assume that the incoming wave excites secondary sources at points
situated near the maxima of the surface profile which radiate as spherical waves in view of the
Huygens-Fresnel principle, and therefore, points well inside the grooves should receive these
downwards propagating secondary waves. Lippmann’s note started further numerical and
mathematical developments which aimed at justifying or delimiting the range of validity of
the now so-called Rayleigh hypothesis. This has lead, quite surprisingly, to diverging opinions
and conclusions while, as we will see, all the results obtained by the different authors were
consistent between themselves. Only their interpretation has lead to confusion. We can identify,
essentially two school of thought. On one side, some authors took as a criterion for correct
results the conservation of energy, and claimed that the Rayleigh hypothesis is valid for a
relatively wide range of surface parameters, in the sense that the reflection amplitudes converge
(as more and more modes are kept in the system) and the energy is conserved. On the other
side, others considered the conservation of energy as a necessary condition for the correctness of
the result but not a sufficient one. Since the Rayleigh plane wave expansion of the field satisfies
the Helmholtz equation, and an out-going wave radiation condition by construction, once the

!The terms ”out-going plane waves” will implicitly refer to both progressive out-going waves and evanescent
waves decaying exponentially away from the surface.
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reflection amplitudes are determined, one should verify whether the boundary conditions are
satisfied in order to conclude whether the field is indeed solution of the scattering problem. The
latter approach yields a more restricted range of validity of the Rayleigh hypothesis. It is mainly
the difference of what is to be considered as a correct solution which was the source of vivid
discussions. We briefly summarize in the following paragraphs the main results and conclusions
obtained by a few authors who, we believe, have contributed most to the discussion on the range
of validity of the Rayleigh hypothesis without the intention of being exhaustive. We would
like to stress, however, that the point here is not to judge whether some authors are right or
wrong, but rather clarify certain confusion and point out the interest of the different approaches.

The first, and maybe one of the most important result concerning the range of validity of
the Rayleigh hypothesis was obtained by Petit and Cadilhac in 1966 [70]. They considered
the scattering of a scalar plane wave by a one-dimensional sinusoidal surface, of equation
r3 = H sin (27m1 /a), subjected to the Dirichlet boundary condition on the surface. The
problem being a two-dimensional one in the (z1,z3)-plane, they could use tools of complex
analysis to show that: if the characteristic slope 2rH/a > 0.448, the expansion in out-going
plane waves for the scattered field, valid above the highest point on the surface (i.e. for
x3 > H), admits an analytic continuation with singularities located above the lowest point on
the surface (i.e. z3 < —H). Consequently, the Rayleigh hypothesis which states the validity of
the out-going plane wave expansion of the scattered field inside the grooves breaks down, for
the considered problem, for slopes 2rH/a > 0.448. But does it means that it holds for slopes
27 H/a < 0.4487

Millar completed the analysis of Petit and Cadilhac in 1969 and 1971 [54, 55], by showing,
also using tools of complex analysis, that the Rayleigh hypothesis is valid if and only if the
characteristic slope 2rH/a < 0.448, or stated in another way that the analytic continuation
of the field has no singularity above the lowest point of the surface under this condition. It
must be noted that Millar’s criterion for a sinusoidal surface has been obtained as a special
case of a derivation valid for any type of one-dimensional surface profile provided it is periodic
and represent an analytic arch in the complex plane. Millar showed in [54] that, for a general
periodic analytic profile {, there always exists a constant + such that for

27||¢lloc/a <, (7.1)

the Rayleigh hypothesis holds. However, Millar noted that the derivation for obtaining the
existence of such a threshold + is of little practical importance since determining its value or a
lower bound is in general a difficult task. Nevertheless, the value? of v ~ 0.448 could be proved
for the sinusoidal surface [55].

Despite Millar’s proof, a number of publications claimed the validity of the Rayleigh hy-
pothesis well above the 2rH/a = 0.448 threshold based on numerical work including (see
e.g. [71, 72, 73]). Before following the discussion, it must be mentioned, as correctly pointed
out by Wirgin [72] already in 1982 and more recently by Wauer and Rother [74], that there
exists a whole family of numerical methods based on the Rayleigh expansion which differ by
the sense given to the boundary conditions, and hence, may yield different results in terms
of convergence. In the following, we restrict ourselves to those that seem numerically closer
to satisfying the boundary conditions at every points of the surface, specifically the point

20.448 is an approximation of the solution of the equation argsh(1/z) = = + (1 +22)'/2, solution which, is the
exact value of the threshold.
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matching method and the Rayleigh-Fourier method (which is exactly a version of the reduced
Rayleigh equation for a perfectly conducting surface). The former discretizes the surface and
directly writes the point-wise condition for each discretized point on the surface while the latter
considered projections of the field onto the set of plane waves (see derivation of the RRE).
When such procedures are applied, it is often shown numerically that convergent results (with
increasing number of modes kept in the truncated expansion) are obtained for values of 27 H/a
beyond 0.448 and that the energy balance can satisfied with very good accuracy. The authors
usually then conclude by claiming the apparent numerical validity of the Rayleigh hypothesis
beyond its analytical range of validity. To our knowledge, the first clear numerical answer to
such numerical studies was given by van den Berg [75] (see also the interesting answers [76] to
the equally interesting comments by Wirgin [72]). In Ref. [75], van den Berg considered the
behavior of both the energy balance and the integrated mismatch of the boundary conditions
along the surface as a function of the number of modes kept in the simulation, and this for
different values of 2rH/a. It was shown quite clearly that the error in the satisfaction of the
boundary conditions decays with increasing number of modes for roughly 27 H/a < 0.448 while
it increases for 2rH/a > 0.448. However, the deviation to the energy balance decays with
increasing number of modes for parameters 2rH/a > 0.448. The analytical limit of validity
of the Rayleigh hypothesis was then illustrated numerically, and the distinction between a
condition on satisfaction of the boundary conditions and of the energy balanced clearly made.
If a field does not satisfy the boundary conditions, one should strictly speaking accept that the
obtained field is mot a solution of the scattering problem, and that the Rayleigh hypothesis
used to represent the solution was an erroneous assumption. Note, however, that if one relaxes
the boundary conditions (say that it should be satisfied in a least square sense instead of point
wise), the apparently incorrect solution might become correct for the new relaxed problem. This
has yield to modified methods for which the boundary conditions are required to be satisfied
in a least square fashion for example (see e.g. [75, 72] and references therein). Moreover, the
fact that for 2rH/a > 0.448 some convergent results satisfying the conservation of energy are
obtained may be of practical interest even though the solution does not satisfies the boundary
conditions. Such results should of course be discarded for near-field studies. Nevertheless, the
obtained solution could be a good approximation of the exact solution in the far-field. This
resonates with what is known for asymptotic techniques for which the solutions are adequate
only in the far-field, for example, and of limit use (or completely unphysical) in the near-field.

Finally, we would like to mention that the anaylis of Millar for the two-dimensional problem has
later been generealized by van den Berg and Fokkema for the three-dimensional case [77, 78]. We
are not aware, however, of a generalization for penetrable media. In the following sections, we
will, inspired by the work of van den Berg, define the figures of merit to assess the quality of the
numerical solutions. These will be the unitarity (conservation of energy) and consistency errors
defined as some measures of the deviation to the satisfaction of the boundary conditions by the
field. Using these tools, we will carry out numerically a parameter study of the validity of the
Rayleigh hypothesis, or more safely, that of the reduced Rayleigh equations, first in the case of
perfectly conducting sinusoidal surfaces and in the case of dielectric media. We will provide some
analyitcal arguments to explain the observed behavior, and we will show that one may recover
analytically Millar’s threshold based on very simple notions, almost physically intuitive, which do
not require the elaborate theory based on complex analysis developed by Petit, Millar, van den
Berg and co-workers. The present work hence represents both a generalization of the numerical
results of van den Berg’s paper [75] for two-dimensional surfaces and penetrable surfaces, and
suggests a new analytical path towards the derivation of simple criteria for assessing the validity
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of the reduced Rayleigh equations for any surface.

7.2 Conservation of energy

Perhaps the simplest and the most commonly used a posteriori check for assessing the quality
of a wave scattering simulation is that of the conservation of energy, or unitarity. Assuming, for
the sake of simplicity, the case of the scattering of a monochromatic S-polarized plane wave by
a periodic interface between two loss-less media, unitarity is expected to hold, i.e. that the sum
of the efficiencies of all the reflected and transmitted propagating modes should equal unity,

def R.L T
Us(p) = > el5%po)+ Y. el mo) = 1. (7.2)
ecz? ecz?
a€{p,s} ae{p,s}

We recall that by definition of the efficiencies, the sums are finite, since the efficiency for reflected
(resp. transmitted) modes such that | p,| > niw/c (resp. |p,| > naw/c) vanish. For reflection
on a loss-less metallic surface, only the reflected modes would contribute. We must keep in
mind, however, that unitarity, although it is a necessary condition for the correctness of the
results, is not a sufficient one. Moreover, what does it mean numerically to satisfy the unitarity
condition? What deviation from unity is acceptable? Are a few digits meaningful? Can we
expect to go down to machine precision? In the literature, it is a common practice to verify that
unitarity is satisfied within a few digits to assess the relative accuracy of the efficiencies. This
is indeed a very reasonable thing to do when one is interested to compare with experimental
results for which the accuracy is also limited by the instruments. Here, however, we will see that
unitarity can be obtained up to machine precision, and can give in most cases a good assessment
of the validity and accuracy of the results. One must nevertheless be careful with checking the
convergence with the number of modes before assessing the validity or non validity of the results
based solely on the unitarity. Verifying other conditions such as reciprocity can comfort ones
opinion on the results but maybe the best verification is to check to which extent the fields
satisfy the initial problem, that is the Helmholtz equation and the boundary conditions.

7.3 Consistency

We have seen in Section 2.3 that the resolution of the reduced Rayleigh equations in the limit
case of a planar interface yields the correct Fresnel amplitudes. This is to be expected since a key
hypothesis used to derive the integral equations for the reflection and transmission amplitudes
is the so-called Rayleigh hypothesis, which states that the expression of the fields given by
Eq. (1.31) can be taken down to the surface. It is not a priori obvious to know, for a given
surface, whether the representation of the fields as a sum of plane waves described by Eq. (1.31)
is valid in the whole space, included within the groves of the profile. In the case of a planar
interface this hypothesis is verified but for an arbitrary rough surface, it is a priori not obvious
to predict whether this hypothesis is valid or not, and if not, what is the error made by the
method. To this end, we introduce the notion of consistency errors.

7.3.1 Definitions

The consistency errors are defined as deviation from the satisfaction of the boundary conditions
by the fields obtained after resolution of the reduced Rayleigh equations. Indeed, since the plane
wave expansion Eq. (1.31) satisfies the Helmholtz equation by construction, it is left to show
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that the boundary conditions are satisfied. The local consistency errors associated with the
electric and magnetic fields at a surface point s(x) = x + ¢ (x) &3 are defined as,

Coon, 1 (X) = ‘n(x) x [Fl(s(x)) 7F2(s(x))” , (7.3)

where the field F = E or H and we recall that | - | denotes the Euclidean norm. Here the

tilde denote fields normalized by the norm of the incident field amplitude, i.e. EXg /Ep and

Ay /Hy. In other words, the local consistency errors, defined as Eq. (7.3), read as deviation

from the boundary conditions being satisfied in the sense that a vanishing error corresponds
to the boundary condition being satisfied locally. Although it will be of interest to analyze
locally where the local consistency errors are strongest on the surface, we will study integrated
consistency errors defined as,

1/p
([ Eamrooras) . el
llecon, 7llp = R2 ) (7.4)
SUP_[€con, F (X) |, p=o00
x € R2 )

i.e. the LP-norm of the function €con, 7. In practice, we will use p = 1, 2 or oo. Also, since we
will only consider the case of a periodic surface for our numerical study, it will be enough to
concentrate on the unit cell and the more appropriate definition is then

1 1/p
(a— / |€con, ¥ (%) |P dza:) , pE[l o0
c Jae

sup |5con,F (X) |7 p=
X € ac

: (75)

chon, FHp =

where a. denotes both the unit cell of the periodic lattice and its area.

As it stands now, the definition of the integrated consistency errors is somewhat of an absolute
measure that is not bounded hence making the interpretation of its value and comparison for
different surfaces or simulation parameters difficult. For example, we could be in a situation
where the field is locally enhanced in a small region of the surface and for a fixed relative
deviation of the boundary conditions the region where the field is enhanced would contribute
more to the integrated consistency errors than a region of low field. We will therefore work with
the relative integrated consistency errors defined as

llecon. Fllp __linx¥,—nxF|l,
= = - = = ’
I > Fyfllp + [l xFyll,  [llnxFy [l + [l n > Fs |,

lecon, llp,r = p € [1,00]. (7.6)
With this definition, the triangular inequality for the LP-norm ensures unity as an upper bound
for the relative integrated consistency errors, hence

0 < lecon,Fllpr < 1. (7.7)

A particularity of this definition, which can be seen both as a drawback or an advantage, is
the non-linearity of the scaling of the relative integrated consistency errors. On the one hand,
one may not appreciate well enough that values close to unity corresponds essentially to huge
errors. One the other hand, as surface parameters are varied, it will therefore be of interest to
see how the relative integrated consistency error undergoes a transition from values close to 0
to values close to 1 within a small region of parameter space. We may expect sharp step-like
variations around critical values of the surface parameters, which may be helpful to conjecture
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criteria for the validity of the reduced Rayleigh equations.

Note that this definition for the relative integrated consistency errors has an obvious practical
limitation when dealing with scattering from a perfect electric conductor. Indeed, in that case,
the electric field inside the perfect conductor vanishes identically and so does the correspond-
ing contribution [||n x E, [||,. Consequently, the previous definition of the relative integrated
consistency errors becomes useless in the sense that any error profile would be normalized by
itself hence giving a unit relative integrated error. In order to avoid this issue, we modify our
definition as

lin > Ey [l

—_— € [1, 0], for a perfect conductor. 7.8
nxB, I, +1°  PEtboehrar e

HEcon, E HP,T =
The interpretation of this definition is a shift of all electric fields by 1 (meaning an overall shift
by the amplitude of the incident field since E; is normalized by the incident field) both above
and below the surface and then the use of the aforementioned definition. The error is thus given
with respect to a reference uniform error having the incident field amplitude. In other words,
when the absolute error is small compared to the incident field, |[|n x E, |||, < 1, the relative
error is small, ||€con, EB||p,r < 1, whereas for an absolute error much larger than the incident field,
[|n x Eq |||, > 1, the relative error is close to unity, i.c. ||€con B|lp, ~ 1. The relative error
ll€con, £||psr = 1/2 corresponds to the threshold ||| n x Ey |||, = 1, which means that the absolute
error is of the order of the incident field amplitude in the sense of the LP-norm.

Remark 7.1. Note that contrarily to what the notation may suggest, || - ||, is not a norm.
Indeed, the axiom of homogeneity is obviously not satisfied.

Remark 7.2. The consistency errors could in principle depend on the incident field, both on
the angle of incidence and polarization. In the following, we will only consider normal incidence

for the sake of simplicity and the consistency errors for incidence p or s incident polarization
(s)

will be indicated by a superscript, e.g. 5&21 FOT €

7.3.2 Near-field

The estimation of the consistency errors requires the knowledge of the near-field, or to be more
accurate, the knowledge of the surface limit of the electromagnetic field on both sides of the
interface. The near-field it-self will also be of interest for applications other than computing
the consistency errors. We thus expose here how the near-field can be computed from the
reflection and transmission amplitudes, R (p|po) and T (p | po). For this, it suffices to recall
the field expansion Eq. (2.2) taken at the surface and substitute the definition of the reflection
and transmission amplitudes Eqgs. (2.49) and (2.50). The fields are then evaluated along the
surface.

Remark 7.3. Numerically the expansion Eq. (1.31) will be replace by a numerical integral
where the wave vectors are sampled for an arbitrary rough interface or a finite sum for a periodic
interface where the set of the wave vectors is countable (see Chapter 4) but cut off. The resolution
or cut off in the wave vector space will induce an error by-itself compared to what the exact
solution of the reduced Rayleigh equations would be. Thus the computed consistency errors will
contain both an error term due to the numerical approximations and the theoretical consistency
error. Therefore one has to be careful with the interpretation of the consistency errors, and
to first study how the error evolves by increasing the resolution parameters of the numerical
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method so that when this error stabilizes (if it converges to a constant error) one can reasonably
assume that one is left with the pure consistency error. In other words, one should first verify
the the numerical solution has converged with respect to the number of mode (see Chapter 5).

7.4 Probing numerically the validity of the RRE

7.4.1 Perfect electric conductor

We start our numerical investigation into the validity of the reduced Rayleigh equations by
treating the case of a perfect electric conductor. Although we have chosen in the remaining
of this thesis to only discuss the scattering by systems made of penetrable media (dielectrics,
metals) there exists an equation which is the sister of the reduced Rayleigh equations we have
studied so far for penetrable media, which is often called simply the Rayleigh equation and
reads [42]

/J+ pla) M(p|q) R(q|py) (:;()]2 =—J (p|lpy) M(p|py) (7.92)
T*(p|q) & @ / exp [~ i(p —q) - xFia(@)((x)] &z (7.9b)
Mip|q e (PIlal-EBa fal@bxale)

Cpxal & “a(q) P-4

The term reduced is omitted for perfect electric conductor since there is no transmitted field, so
there is no distinction to be made between coupled and decoupled equations. Note that vacuum
is assumed here as the medium is incidence. Adjusting for a dielectric medium is straightforward
by using similar scaling laws as derived in Section 5.1.

Remark 7.4. An interesting feature of this equation, is that it is rather simple to derive from
scratch (see e.g. [42]) but it seems to be a rather difficult task to obtain it as a limit of the
reduced Rayleigh equations as e2 — —oo. This would be a interesting analysis problem to
resolve, which to our knowledge has not been achieved yet.

The reason for studying the case of a perfect electric conductor here is that there exists a
mathematical theorem which validates the Rayleigh hypothesis in the case of a one-dimensional
sinusoidal surface whose maximum slope does not exceed a certain threshold. This is Millar’s
theorem [54, 55] that we have already discussed in Section 7.1. We will see that we can recover
reasonably well Millar’s theorem numerically and that some nuances should be made when it
comes to interpreting the boundary conditions, as already suggested by Millar himself in [55]
and that one should always remember that the hypotheses of a theorem are as important as its
implications.

We will thus begin by studying the case of a one dimensional sinusoidal surface,
z3 = H sin(2rz1/a) and discuss the results in light of Millar’s theorem before treating
the case of a two-dimensional sinusoidal surface x5 = H[sin(27z1/a) + sin(27x2/a)]/2, and
finally we will consider the case of a non-differential profile (a saw-tooth profile).

One-dimensional sinusoidal surface
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Figure 7.1: Diagram of the deviation from unitarity, |1 — Us| as a function of the maximum
slope 2 H /a of a one-dimensional sinusoidal perfect electric conducting surface and for different
values of the reduced lattice constant. The index cutoff is (a) N, =5, (b) N, = 10, (¢) N, = 15,
and (d) N. = 20. The red dashed line is the line of equation 2w H/a = 0.448.

On unitarity — Consider the deviation from unity of Us obtained for a set of one-dimensional
surfaces with various amplitudes and periods. Figure 7.1 shows the deviation from unity of Uk,
|1 — Us|, as a function of the maximum slope of the surface s = 2rH/a, and this for different
reduced period. The subfigures Figs. 7.1(a)-(d) correspond to different values of the cutoff
index N, chosen for the simulation, in order to illustrate how the unitarity converges as N,
is increased. Focusing on Fig. 7.1(a), the first observation one can make is that for surfaces
having a small enough slope, unitarity can be satisfied to machine precision with a rather
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low value of the cutoff index. This is not surprising since in the limit of a planar surface
N. = 0 would suffice to give the exact result. As the slope is increased, the curves for the
different reduced periods are well separated for a/A\; large enough, typically a/A; > 1, while
for a/A\; < 1 the curves overlap. Moreover, there seems to be a slope threshold for each value
of a/A1 above which |1 — Ug| increases monotonically with the slope in a power law fashion.
These observations can be interpreted as follows. First, in the long wavelength regime, only
one propagating mode is allowed and hence carries away the totality of the power. This means
that the other modes taken into account in the simulation are evanescent and thus, a small
cutoff in index space |£]| < N, may correspond to a large cutoff in k-space. In other words,
one could expect a faster convergence in the long wavelength regime a/A; < 1 than in the
short wavelength regime a/A; > 1. When N, is increased, the slope threshold corresponding
to the different values of a/); in the short wavelength regime shift towards larger slope values
but the deviation of |1 — Ug| above the threshold increases more and more rapidly with N,
(see Figs. 7.1)(a-d)). This change of increasing rate also occurs in the long wavelength regime,
although the threshold slope remains stable. In the limit for N, — oo, we can conjecture that
all cases of a/\; collapse to a unique curve as can be observed for N, = 20 in Fig. 7.1(d).
The value of a/)\; essentially dictates how far one must go with N, before reaching this curve.
Consequently, when convergence is obtained, there exists a slope threshold, independent of
the wavelength, below which unitarity is satisfied (here up to machine precision), and above
which the deviation from unitarity increases very quickly. This sharp transition seems to occur
close to the Millar’s threshold for the validity of the Rayleigh hypothesis for a one-dimensional
perfectly conducting sinusoidal surface as indicated by the red vertical dashed lines in Fig. 7.1.
The logarithmic scale is not ideal to appreciate whether the transition occurs at Millar’s slope
s = 0.448 or at a slightly larger value. We have found that for the values a/A; < 1, the
threshold seems to rather be at s ~ 0.8. Whether this threshold will move towards s = 0.448 by
further increasing N, is still an open question, but it does not seem to be the case by looking
at simulations we have achieved for the largest value of N..

Under the assumption that the slope threshold obtained numerically here is indeed larger than
that obtained by Millar, how should this result be interpreted. One may say, Millar’s theorem
must be questioned, the numerical experiment proves it wrong and we can in fact obtain correct
results for slopes larger than 0.448. However, one must keep in mind that, a theorem is a
theorem, hence it is mathematically true if its proof is irrefutable. To the author’s knowledge,
no-one has ever questioned Millar’s proof, which should be taken as an indication of its validity.
Is the numerical experiment incorrect then? No, not necessarily. The answer we suggest here
to resolve this apparent paradox is the following: both Millar’s theorem and the numerical
experiment are correct, they are simply not answering the same questions. First of all, we have
solely measured the deviation of Us from unity. Unitarity being satisfied does not necessary
mean that the result is correct in the sense that the fields solve the scattering problem. Second,
even if the efficiencies are assumed to be corrected, this only means that the far-field is correct
and nothing can be said about the near-field a priori. Millar’s theorem deals with the validity of
the Rayleigh hypothesis in the sense that the plane wave expansion is valid not only away from
the surface but also in the grooves. This second observation raises a particularly interesting
question. Could a method obtain a correct far-field with a wrong near-field? Third, it must
be recalled that a key working hypothesis in Millar’s theorem is that the boundary conditions
should be satisfied point-wise at all points of the surface. As briefly mentioned in the derivation
of the reduced Rayleigh equations in Chapter 2, the reduced Rayleigh equations do not assume
that the boundary conditions should be satisfied point-wise but rather weakly, i.e. that we
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consider the boundary condition as tested against plane waves by integration over the surface.
Relaxing the boundary conditions may be the source of this apparent enhancement of validity
of the Rayleigh hypothesis. Millar himself pointed out that this could in principle be the case
if one considered that the boundary conditions should be satisfied for the L2-norm for example
instead of point-wise. This last point then even question the previous question: what is meant
by a wrong near-field then? What type of boundary condition should the near-field satisfy to
be physical?

Remark 7.5. We have presented results for an incident s-polarized wave but similar results are
observed for an incident p-polarized wave. This can be seen in the diagrams of |1 — Ug| in the
(2mrH /A1, 2wa/A1)-plane in Fig. 7.2 for N, = 5 and for N. = 20. We can observe the two different
regimes of convergence for a/A; being either larger or lower than unity. This is reminiscent of
the slope vs amplitude dominated regimes described in Chapter 5 for the convergence rate. By
comparing the diagrams of Fig. 7.2 for N, = 5 and N, = 20, we understand the importance
of verifying first the convergence before studying the unitarity. Indeed, assuming one contents
oneself with N. = 5, one would be tempted to accept a solution as correct in the upper left
corner (i.e. large amplitude and small period) where |1 — Ug| is relatively low and discard a
solution in the upper right corner (i.e. large amplitude and large period) where |1 — Ug| is
large. Such a practice would lead to conclusion in complete contradiction to what one would
obtain by considering larger values of N, as can be seen for N. = 20. This observation raises an
interesting question: Knowing that a solution obtained in the upper left corner of the diagram
will diverge with increasing N., but which satisfies reasonably well the condition of unitarity
for small values of N., can the solution obtained for a low truncation cutoff be considered as a
good approximation of the exact solution for the far-field? This resemble a typical behavior of
divergent asymptotic series which, although they are divergent, can yield good approximation
to a function when limited to a small finite number of terms. If this is the case, how do we find
a criterion for finding the optimal value of the index cutoff N.? These are questions that may
be partly answered by studying the consistency errors in the next section, but a more detailed
study with a comparison with other methods should be encouraged.

On consistency and boundary conditions — It is now time to study the relative integrated con-
sistency error, which for short we will simply designate as consistency error when the context
is clear. We repeat the numerical experiment which we have exposed for the deviation from
unitarity, with the same set of parameters but we now measure the consistency error. Fig-
ures 7.3(a) and (b) show the consistency error in the L®-norm for an incident s-polarized wave,
||5£217E|\oo,r, as a function of the maximum slope of the profile s = 2rH/a. Several values of
the reduced period are considered and the results were obtained with either a rather low index
cutoff, N, = 5 (a), or a relative large one N, = 20 (b). Comparing Figs. 7.3(a) and (b), one
can observe, as already pointed out during the study of unitarity, that more modes are required
before obtaining reasonably well converged results in the regime a/A; > 1 than in the regime
a/A < 1. All the s-shaped curves exhibit a sharp variation from negligible error to maximal
error around a critical slope s. As NN, is increased, all the error curves collapse to a single char-
acteristic curve for which the transition occurs around, if not exactly at, the slope s = 0.448,
i.e. Millar’s threshold (see Fig. 7.3(b) and Millar’s critical slope indicated by the vertical red
dashed line). This is an interesting feature. This numerical experiment based on the consis-
tency error that we have defined in this work seems to be a convincing illustration of Millar’s
result. Note that, as pointed out earlier, the fact that one obtains Millar’s threshold here was
not necessarily to be expected since it is not obvious whether the weak boundary condition of
the Rayleigh equation would be equivalent to the point-wise boundary condition. Nevertheless,
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Figure 7.2: Diagram of deviation from unitarity, log |1 — Ug| in the (2ma/\i,2mH/\;)-plane for
a one-dimensional perfectly conducting sinusoidal surface obtained with N, = 5 and N, = 20.
The red (resp. cyan) dashed line is the line of equation 2rH/a = 0.448 (resp. 2nH/a = 0.8).
The white vertical dashed line is the line of equation a/A; = 1. Note: Ug is saturated to 2 for

clarity.

the numerical experiment seems to indicate that Millar’s result holds for the Rayleigh equation,
and this sheds some light on some of the questions raised after our study of the unitarity. We
have demonstrated numerically here that the satisfaction of unitarity does not necessarily mean
the satisfaction of the boundary conditions. We have indeed seen previously that unitarity holds
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Figure 7.3: (a,b) Relative integrated consistency error, ||€£Z)n glloo, 7, as a function of the maxi-
mum slope s = 2w H /a for different values of a/\; obtained for (a) No = 5 and (b) N, = 20. (c,d)
Diagrams of relative integrated consistency error, ||s£§21 glloo,r, in the (2ma/Ay, 2w H /1 )-plane
for a one-dimensional perfectly conducting sinusoidal surface obtained with N, = 20. The red
dashed line is the line of equation 2rH/a = 0.448. The white vertical dashed line is the line of

equation a/\; = 1.

for slopes up to about twice Millar’s critical slope while the boundary conditions would not be
satisfied according to our calculations. To our knowledge, this is a new result which illustrates
well the necessity for having better check than unitarity to assess the quality of a simulation.
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Furthermore, we would like to point out a detail which we have not resolved yet. The attentive
reader may have noticed that the transition region, at the left of the threshold in Fig. 7.3(b),
is not an abrupt one. There is a smooth increase of error before the sharp jump. This is par-
ticularly visible for p-polarized incident waves as illustrated in the consistency error diagram in
Fig. 7.3(d) compared to s-polarized light in Fig. 7.3(c). This smooth slow transition occurs in
the long wavelength regime, a/\; < 1, and we can see that a residual error is present even below
Millar’s threshold. The residual error vanishes when the reduced amplitude tends to zero but we
have experienced that it does not seem to vanish when more modes are taken into account. We
do not understand at this stage the origin of this residual error. Note that the largest residual
error occurs for a/A; &~ 1 (see cyan curve in Fig. 7.3(b)). This means that the first diffracted
modes ¢1 = +1 are at the limit of propagation and evanescence. We have seen in Section 1.4.2
for a metallic surface, that the in-plane component of the wave vector of a surface plasmon
polariton has a slightly larger norm than /e w/c. In the limit e — —o0, | Pgpp |, given by
Eq. (1.98), approaches /€f w/c. This observation could indicate that the Rayleigh equation has
issues representing correctly surface plasmon polariton or modes which would resemble surface
plasmon polariton for a perfectly conducting surface. This is, however, only a speculation and
we would like to stress that we are not certain at this stage what is the origin of the residual
error.

Two-dimensional sinusoidal surface

We now repeat our numerical experiment for a two-dimensional perfectly conducting sinusoidal

surface of equation
H 27w 2mx
T3 = — |:Si11 ( ﬂTl) + sin ( WTZ)} . (7.10)
2 a a

Since the results are very similar to those obtained for a one-dimensional surface, we skip
the discussion about the convergence with N, and consider only the case N, = 20, i.e. large
enough for our purpose. Note that the maximum slope for this two-dimensional surface is
s = /2w H/a and not 2rH/a as for the one-dimensional surface, and that due to the symmetry
of the problem the incident s and p-polarized wave will yield the same results (at normal
incidence). The unitarity and consistency error are hence the same for s and p-polarized waves
and the corresponding subscript or superscript will then be denoted p, s here. As can be seen
from Fig. 7.4, all the observations made for the one-dimensional sinusoidal surface holds for
the two-dimensional one. In particular, it is remarkable that the slope threshold s = 0.448 still
holds for the consistency error and that the threshold slope of the unitarity is still higher than
the one for the consistency error. The fact that Millar’s slope threshold holds independently
of the dimension is not an obvious feature one may a priori expect, but it seems true. Not
that for the two-dimensional surface, both consistency errors for s and p incident wave exhibit
a significant residual error for a/A\; < 1. Indeed, now s and p polarizations have symmetric
role at normal incidence. It is worth noting that the residual error is somewhat larger in the
two-dimensional case than in the one-dimensional case as can be seen from Fig. 7.4(b) for
a/\ ~ 1.

7.4.2 Penetrable systems

Now that we are familiar with the case of a perfect electric conductor, let us consider the
case of an interface between two dielectric media. We repeat similar numerical experiments
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Figure 7.4: (a) Deviation from unitarity, |1 — Up,s|, and (b) relative integrated consistency

error, Hagf)EHmm as a function of the maximum slope s = /2w H/a for different values of
(p:s)

a/A1. Diagrams of (c) log |1 — Up,s|, and (d) relative integrated consistency error, ||e, glloc, s
in the (2mra/A1,2mH/A1)-plane. All results presented in these figures were obtained for a two-
dimensional perfectly conducting sinusoidal surface obtained with N, = 20. The red (resp.
cyan) dashed line is the line of equation v2nH/a = 0.448, (resp. v2mH/a = 0.8). The white
vertical dashed line is the line of equation a/A; = 1. Note that both p and s-polarized light give
the same results here due to the symmetry of the system.
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,

for different reduced lattice constants. The dielectric contrast was held fixed at 2% = 2.25 and
the index radius cutoff was N, = 20.

as the one achieved for a perfect electric conductor in the previous section but for a dielectric
contrast z?> = 2.25. Figures 7.5 and 7.6 present the deviation from unitarity, |1 — Up|, and

the relative consistency error, ||5£€31,E”007T7 for a one- and two-dimensional sinusoidal profiles
as a function of the maximum slope, and this for several values of a/\;. It is remarkable to
observe that the Millar’s slope threshold still seems to hold for penetrable sinusoidal profile (see
Figs. 7.5(b) and 7.6(b)). It is not a priori obvious that the exact same threshold s = 0.448
should hold independently of the dielectric contrast. Indeed, Millar’s criterion was derived
under the assumption of a one-dimensional sinusoidal perfectly conducting profile. We now
see that that this criterion can be extended to two-dimensional profiles too and for dielectric
systems. At least this is what we conclude from the numerical experiments. The deviation from
unitarity, Figs. 7.5(a) and Figs. 7.6(a), seems to also roughly have the same slope threshold as
the consistency error in contrast to the case of a perfect electric conductor. By closer inspection,
we estimate this threshold to be rather between s = 0.448 and s ~ 0.66.

7.4.3 Local consistency error and asymptotic amplitude decay

Surface map of local consistency error — We have studied in previous sections the integrated
consistency error as a function of the geometrical parameters of the surface. It is instructive to
have a closer look at the local consistency error in order to get insights into what may be at
the origin of the non-satisfaction of the boundary conditions for some parameters. To fix the
ideas, we will only consider a two-dimensional sinusoidal surface between two dielectric media
here, with contrast 22 = 2.25. Consider first the three cases depicted in Fig. 7.7. Figure 7.7(a)
is a contour plot of the height of the surface within a unit cell. Note that the length scales are
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Figure 7.6: (a) Deviation from unitarity |1 — Up| and (b) relative integrated consistency error
||acon glloo,» as functions of the maximum slope of a two-dimensional sinusoidal surface v27H/a
for different reduced lattice constants. The dielectric contrast was held fixed at 2% = 2.25 and
the index radius cutoff was N, = 20.

given in units of the period a. The maximum slope of the surface is fixed to be v27H/a = 0.1,
in such a way that we are below Millar’s slope threshold. Figures 7.7(b)-(d) show the local

consistency error, 58{21 p» for three regimes of a/A1, namely, a/\ = 0.1, a/A\ =1, and a/\; = 10
respectively. Flgures 7.7(b) and 7.7(c) present similar local error maps, with maximum values
of the order of 1072 and we observe that the maxima of the local error occur both at the highest
and lowest point on the surface. Figure 7.7(d), however, is very different from Figs. 7.7(b) and
7.7(c). The local error is insignificant, of the order of 10713, although it also has a tendency to
be highest near the extrema of the surface profile. Note the high spatial frequency pattern of the
local error in Fig. 7.7(d) compared to Fig. 7.7(b) and 7.7(c). The fact that the case presented
in Fig. 7.7(b) and 7.7(c) have a non-negligible error is reminiscent of what we have observed for
the integrated consistency error in the regime a/\; < 1. We have seen that in this regime, there
seems to exist a residual error. It seems that this residual error is due to a component of the
field of a rather low spatial frequency which, for a reason which remains unclear to the author, is
not compensated for by higher spatial frequency terms. In the regime a/A; > 1, however, as one
add more and more modes, i.e. terms of higher and higher spatial frequency in the plane wave
expansion, the local error becomes smaller and smaller. At a finite mode cutoff, the error is then
of the order of the amplitudes of the last few terms kept in the expansion. This interpretation
is supported by the fact that the local error pattern observed in Fig. 7.7(d) is of high spatial
frequency. We have now illustrated the difference between the long and short wavelength regimes
when the maximum slope of the surface is below the critical threshold. How does the local error
looks like beyond the threshold? From the study of the integrated consistency error as the cutoff
index, N, is increased, we expect that the error probably grows without bound since the relative
integrated comnsistency error goes towards unity. Let us observe this phenomenon locally as the
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index cutoff increased. We consider a system characterized by a/\; = 5 and v2rH/a = 0.5, i.e.
just beyond Millar’s threshold. Note that for a/A; = 5, if the slope would be less than Millar’s
slope, the local error would converge to 0, i.e. without residual error, and this uniformly as
illustrated in Fig. 7.7(d). Figures 7.8 (a)-(c) present the map within the unit cell of the local
consistency error in a logarithmic scale respectively for N, = 10, N, = 20 and N, = 30. For
N, = 10, we can see that the local error is concentrated around the surface extrema and reach
a value of about 40 (log e~ 1.6, see Fig. 7.8 (a)). As N, is increased to N, = 20 and

con, E
N, = 30, the local error seems to increase exponentially with N, as log £ (N = 20) =~ 3.7

con, E
(Eff)l,E ~ 4.5 x 10%) and logegf)L’E(Nc = 30) =~ 5.3 (gff))nE ~ 2.1 x 10%). The error blow-up
is then unambiguous. Furthermore, note that as N, is increased the local error pattern is of
higher and higher spatial frequency. This seems to indicate that the mismatch of the boundary
conditions is due to components of the field on at least one side of the surface which are of high

spatial frequency.

Remark 7.6. For the simulations achieved in Fig. 7.8, we have observed that the unitarity con-
verges to 1 as IV, increases and this to machine precision, even though the boundary conditions
are clearly violated.

Let us explain the behaviors observed in Fig. 7.8 from a more mathematical point of view.
Consider an evanescent mode of the form Egl) (py) exp(i ki (p,) - r) which is defined above the
interface. Without loss of generality, let us assume for simplicity that p, = 0, and that we

consider £ = (¢1,0) so that we have p, = G0) = % €,. The mode then reduces to

‘ ‘ a2\ 12
Eﬁ‘) (Po) exp(iki (py) - 1) = Egil’m(po) exp(2mil1z1 /a) exp {—27r|fl| (1 — @> r3/a (7.11)
~ E(lzl’())(po) exp(2mily x1/a) exp(—2w|l1| z3/a) (7.12)

where we have used that for an evanescent mode

0 ) w2 27|t a? 27|y
a1 (GU0)) = 4[] G,0) \2_6172:2 " —@Nz p, (7.13)

when |[¢1| — oco. Similarly a similar evanescent mode below the interface reads
Eg&(po) exp(iky (pg) - 1) ~ Eéél’o) (pg) exp(2mily x1/a) exp(2n|ly| z3/a) . (7.14)

We verify that both modes, indeed decays exponentially respectively when z3 — £o0o. Let us
analyze now what happens near an extremum of the surface profile, say at a minimum for which
¢ = —H when |¢1] increases. As |f1| increases, the x3-dependent factor for the mode Ege) (py)
increases exponentially inside the groove as exp(2n|¢1| H/a), whereas the xs-dependent factor
for the mode Ege)(po) decreases exponentially as exp(—2w|¢1| H/a). In other words, as more
and more evanescent modes are added, the xs-factor of each added mode becomes larger than
the preceding in medium 1 near the surface minimum while, the x3-factor of each added term
becomes smaller than the preceding in medium 2. The opposite effect is of course valid near
a maximum of the surface. How can then the field on both sides of the interface satisfy the
boundary conditions? The only way to obtain finite fields near the surface as more modes are
summed up, is by ensuring that the amplitude of the modes decay sufficiently fast. As a rule
of thumb, they should decay with |¢;| at least as fast as the xzs-dependent factor taken at an
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Figure 7.7: (a) A unit cell of the two-dimensional sinusoidal surface profile in units of a, char-
acterized by a maximum slope of v/2mH/a = 0.1. Surface maps of local consistency error 5&’;217E
for (b) a/A\ = 0.1, (c) a/A\ =1 and (d) a/A; = 10. The results were obtained for a dielectric

contrast fixed to 22 = 2.25. Note the scale of error between (b,c) and (d).

extrema of the surface grows. We then must have a criterion for the decay of the amplitude
which reads

E (p) = O exp(~r61])) (7.15)
as |[01| = oo, with kK = 27||¢||c0/a being a critical decay rate for the amplitude.

Asymptotic decay of the reflection and transmission amplitude — Based on the above local
analysis, we now understand why in Fig. 7.8 (i) the local error was localized near the extrema



7.4. Probing numerically the validity of the RRE 175

loge), 1 loge) 1 log= ) 1

aa/a
5 /a

h -05 -04 -03 -02 -01 0 01 02 03 04 05 -05 -04 -03 -02 -01 0 01 02 03 04 05 -05 -04 -03 -02 -0.1 0 01 02 03 04 05
a1/a z1/a z1/a

(a) N, = 10 (b) N. = 20 (c) N. =30

Figure 7.8: Surface maps of local consistency error log 5821 g for a/A; = 5, obtained for (a)
N, =10, (b) N, = 20 and (c) N, = 30. The results were obtained for two-dimensional surface
characterized by a maximum slope of v2rH /a = 0.5 and the dielectric contrast is fixed to

22 =2.25.

of the surface, (ii) why the local error grows exponentially with N, since mode with larger | £ |
are taken into account, and (iii) why the pattern of error becomes contains more and more
high spatial frequency in the (x1,z2)-plane since the modes which dominates are the one for
|£| = N, and then the z;-dependence of the modes read exp(2mi¢121/a) which oscillates more
and more rapidly as |¢1| is increased and similarly for z3. Consequently, the fundamental
difference between convergence and divergence of the near field resides in the decay rate the
reflection and transmission amplitudes for large mode index. If the amplitudes decay fast
enough (i.e. according to Eq. (7.15)) the near-field is likely to converge, whereas if they
do not decay fast enough, the near-field will necessarily blow up. Let us verify this claim
by plotting, in Fig. 7.9, the modulus of the reflection amplitudes as a function of ¢; in the
cases where the maximum slope of the surface is below Millar’s threshold (Fig. 7.9(a)), at
Millar’s threshold (Fig. 7.9(b)) and above it (Fig. 7.9(c)), and compare the decay scaling with
Eq. (7.15). Figures 7.9 (a) to (c) indeed confirm what was intuited from the local analysis. For
V2rH/a < 0.448 the decay of the reflection amplitude is faster than exp(—x|f1]|) (Fig. 7.9(a)),
equally fast to exp(—x|f1]) for vV2nH/a = 0.448 (Fig. 7.9(b)) and slower than exp(—x|¢1]) for
V2rH/a > 0.448 (Fig. 7.9(c)). Figure 7.9 hence validate the local analysis which gives a rather
physical or at least mathematical understanding of the issue of convergence of the near-field.

What decides then the decay rate of the amplitudes? The amplitudes are solutions of the
reduced Rayleigh equations for a given surface profile. So the surface profile dictates the decay
of the amplitudes obtained from the reduced Rayleigh equations, via the scalar kernel factor
jﬁg. Since we are interested in the scaling of amplitudes for large | £| it seems reasonable to
think that this scaling is related to that of J2*(p, | py,) for somewhat large | €| and/or |m|. In
other words, the questions are the following. How does the scaling of %%(Pa | Pm) at infinity
influences that of R®(p,) at infinity (i.e. for large [£])? Is there a simple link between the
behavior of J%(p, | Py) at infinity and geometrical parameters of the surface profile? Can we
deduce a simple criterion on the surface profile for ensuring the convergence of the near-field
and hence the validity of the reduced Rayleigh equations?
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Figure 7.9: Modulus of the normalized reflection amplitude |Rz<,f,1’0) |/ |RI(,%O)| as a function of ¢;

for a maximum slope of (a) v2rH/a = 0.3, (b) v2rnH/a = 0.448, and (c) v2nH/a = 0.5. The
red dashed line is proportional to exp(—k&l|f1|), with k = 2w H/a, and such that it coincides with

the last data point at £1 = 30 for a clear comparison of the decay rates. The dielectric contrast
is fixed to 22 = 2.25 and a/\; = 5.

7.4.4 Towards a rigorous mathematical analysis?

Let us summarize the conclusions we have drawn from our numerical experiments and the local
analysis for sinusoidal surfaces:

e There is a maximal surface slope threshold under which the solution of the reduced
Rayleigh equations satisfies the boundary conditions.

e The value of the slope threshold is independent of whether a perfect electrical conductor or
a dielectric system is considered and is equal to 0.448, value which is predicted by Millar’s
theorem for a one-dimensional sinusoidal perfectly conducting surface.

e Millar’s threshold holds both for one- and two-dimensional surfaces.

e The local analysis relates the satisfaction of the boundary conditions with the decay rate of

the amplitudes, namely for a one-dimensional surface, the amplitudes should decay faster
than exp(—27H|¢1]/a) as |€1] — oc.

e The decay rate of the amplitude is necessarily linked to the scalar kernel (and right-hand

side) factor J2*(p, | Py), most probably its behavior at infinity. Hence by finding the link
between the behavior of Jl%(pe | p,y,) at infinity and that of the amplitudes, one may hope
to find a simple geometrical criterion for the validity of the reduced Rayleigh equations.

This criterion should lead to 2mH/a < 0.448 for a one-dimensional sinusoidal surface.

We will now give the ideas for a mathematical proof of these conjectures. We believe that a
general rigorous mathematical proof may be rather technical in terms of analysis. Therefore we
content ourselves with the case of a one-dimensional sinusoidal surface between two dielectrics
and we will make some rough assumptions to keep what we believe are the key elements in
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understanding Millar’s threshold without requiring complex analysis but only very simple ideas.

Scalar wave approrimation — Instead of working with electromagnetic waves, we simplify the
analysis by considering scalar waves. This simplification is unlikely to change the end result for
a simple reason. We know that to go from electromagnetic wave to scalar wave, it is sufficient
to replace the polarization coupling matrices MZ‘; by some scalar factor, which is a constant in
the case of scalar wave subjected to the continuity of the field and its normal derivative at the
boundary. Since the matrices Mlbﬁb are essentially matrices of change of basis, the norm of this
matrix can be bounded from above with some constant, so it does not play a role in the scaling.
Alternatively, if one is uncomfortable with the scalar wave assumption, then one may regard our
analysis as being that of an incident s-polarized wave. Thus we consider the following reduced

Rayleigh equation for the scalar amplitude

3" Tar (Pe | Pam) B (py) = — Ta1 (Pe]Py) - (7.16)

meZ?

For the sake of simplicity, we will choose to work for normal incidence p, = 0 and since we
consider a one-dimensional sinusoidal surface, only the modes of the form £ = (¢1,0) remain. So
the above equation reduces to

st++ mi _ F+—
Z T (Pel |Pm1) R )(Po) =-Jn (Pél |Po) s (7.17)

miEZL

where we have simplified the notations to keep only the first mode index.

Diagonal approximation — Now comes an approximation which may be hard to justify, or may
be not be valid at all. We assume that for ¢; large enough the diagonal element 7. ;?_(pZ1 |p21)

dominates with respect to all the other row elements J ;Tr(pgl | Py, ). In other word, we as-

sume that the matrix (j2+1+ (Pg, | Pimy )t ,myen is roughly diagonal after a certain row index [/1].
Within this assumption, for a large enough value of |¢1| we have simply

a1 by, |Po)

R(ll)(Po) ~
~++
T (le ‘le)

(7.18)

So under this assumption, we can now see the link between the scaling of R(Z‘)(po) and the
. ~b . . .

scaling of J Q‘i as |[f1] — oo. So, according to the local analysis, a general criterion for the

validity of the reduced Rayleigh equations for a scalar one-dimensional periodic surface under

non-conical incidence may read

~t—
‘L721(p/1p0) = O(GXP(*HMl')) 5 (719)

T
T (P[l |pe1)

as |¢1| — oo where we recall that k = 27||(||co/a. Let us further expand the criterion in the case
of a sinusoidal surface under normal incidence. In this case we have (see Eq. (A.21))

’ T3 (0,,10) (7.20)

az(py,) —ai(py,)| | T [(az(pgl) + al(O))H]
j2+1+(pgl ‘p[l)

az(p,) +a1(0) Jo [(OQ(Pel) - al(ph))H]
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where J,, is the Bessel function of the first kind of order v. When |¢;| — oo we have the following
expansion of a1(p,,) and az(py, ),

/2 2
27|y a® \' 27|y | a g
= 1- == = 11— —5= 4 7.21
antpe) =i Z (1= ) =2 (1 g o) (7:210)
2wty 2202\ /2 2|1 2%a? o
=1 1-— = l1——== . .21
042(p£1) ? a /\%5% ? a 2)\%@% + 0(21 ) (7 b)
Hence we have
ma (1 — 22) 1
) — =f— "7 / —_— .22
a(pe,) — an(py) =" oleh) 0 (7.220)
2T 27 _
az(py,) + 01 (0) = P |e2] + o6 ) - (7.22b)
Consequently the first factor in the right-hand side of Eq. (7.20) decays to zero as |¢1|~2 and it is

therefore not this factor which controls the expect exponential decay of the reflection amplitude.
We have to analyze the ratio of Bessel functions. The denominator of the ratio of Bessel functions
in the right-hand side of Eq. (7.20) reads
2
Jo [(ag(pel) — al(pel))H} =Jy [z% + o(ﬁfl
11t1

The denominator hence tends to unity when |[¢1] tends to infinity. It then remains to analyze
the numerator.

)} et (7.23)

Jo, [(O@(pgl) +041(0))H} =J, {—1 i — A +0(€f1)} ) (7.24)
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How does the above term behave as |[¢1| — co? This is not a quite simple question to answer for
two reasons. First the argument of the Bessel function is complex, and second the imaginary part
of the argument is proportional to |¢1], which up to a sign, is also the order of the Bessel function.
For large enough |¢1], the argument will essentially be ~ i|¢1|2mH/a. So it is sufficient for our
purpose to study Jy, (ik]¢1]) (note that x = 2rH/a for a sinusoidal surface with our definition of

H) and in particular for which values of x is Jy, (ik|¢1]) = o(exp(ﬂi|€1|)). Instead of doing the

analysis analytically, which would be tedious, we content ourselves by studying numerically the
ratio |Jy, (ik]€1])/ exp(—kl|¢1])| for different values k, and estimate the threshold value £* below
which | Jy, (ik]41])/ exp(—k&|€1])| — O for large ¢; and above which |Jy, (ik|¢1])/ exp(—k|l1])| — oo.
Figures 7.10 illustrate this ratio as a function ¢; for ¢; > 0 for different values of k. We recover
indeed that k* = 0.448, i.e. Millar’s threshold. We believe that this illustrate well the relevance
of the presented analysis and we hope it will lead to a rigorous proof in a near future.

Remark 7.7. We would like to make a remark which we believe to be of particular interest. We
have seen repeatedly in Chapters 5, 6, that there seemed to be two regimes of convergence rate
when solving the reduced Rayleigh equations. The amplitude dominate regime and the slope
dominate regime. Equation (7.24) gives us a remarkably clear expression of this fact. Indeed, the
argument in the Bessel function essential contains the sum of two terms, 2rH/A; and i|¢1|27H /a,
i.e. the sum of the reduced amplitude and a term proportional to the characteristic slope of the
surface. The two terms are exactly the parameters which we have identified numerically as being
the one relevant for the study of the convergence rate. We believe that the fact that these two
parameters appear so clearly in our analysis is no coincidence. Depending on the relative values
of 2rH/\1 and 27wH/a, the behaviors of Jp, [(ag(pzl) + al(O))H} for somewhat intermediate
[¢1] will be different. Indeed, if 20 H/A\; > 27H/a i.e. a/A > 1 (which we recognized also
as a threshold between two regimes of consistency errors previously), Jy, {(az (Py,) + a1(0))H ]

behaves roughly as Jp, [%] On the contrary if a/\ < 1, Jp, [(ag(ph) + o (O))H} behaves

roughly as Jy, [i|¢1|2mH /a]. There are two fundamental difference here between the two cases.
In the first case, the argument of the Bessel function is real and independent of ¢1, while in the
second case it is imaginary and proportional to |¢1|. Whether the argument is real or imagi-
nary can be dramatically different behavior for a Bessel function, changing from an oscillating,
converging function to 0, to quickly converging or diverging one. We will not analyze this more
in detail, but we believe such a careful analysis could lead to understanding unambiguously the
different regimes of convergence identified previously.

7.4.5 Non-sinusoidal profile

So far we have based our numerical study and analysis on the case of sinusoidal profiles. The
choice of a sinusoidal profile was motivated by the fact that theoretical results such as Millar’s
theorem are known and the condition for the validity of the Rayleigh hypothesis takes a simple
form, namely a threshold for the maximum slope on the surface. In addition, the analytical
expression of the J-integral in terms of Bessel functions makes the analysis relatively simple.
The next steps in this study would be to consider other types of surface profiles, in particular non-
differentiable profiles. According to Millar’s theorem, the Rayleigh hypothesis should not hold for
non-differentiable profiles due to the fact that the profile function is not analytic. Nevertheless,
the problem considered by Millar was that of a field satisfying the boundary conditions on every
points on the surface. For weaker types of boundary conditions, it would be interesting to see
whether the Rayleigh hypothesis yields satisfactory results also for non-differentiable profiles.
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We have some preliminary numerical results partly answering this question but we choose not
to expose them here as more analysis remains to be done. These results may become part of
a future research article on the numerical analysis of the reduced Rayleigh equations. More
than the purely theoretical aspect of the question of the use of the reduced Rayleigh equations,
its application side is important. Indeed, one may be interested in simulated the response of
a surface profile which as been triangulated, or of surfaces which physically exhibits pyramidal
shapes for examples.

7.5 Summary

The present chapter may be considered as one of the most crucial in this thesis. It aims at
answering the delicate question of the range of validity of the reduced Rayleigh equations, which
is intrinsically related to the so-called Rayleigh hypothesis on which the method is built on.
We have first given an historical review of the different results known concerning the range of
validity of the Rayleigh hypothesis by stressing the different conclusions drawn by the different
authors and trying to resolve the seemingly contradictory claims. Then we have demonstrated
numerically, with an exhaustive parameter study, for the case of a sinusoidal perfectly conducting
surface and for dielectric surfaces, that: (i) convergent results may be obtained with satisfaction
of energy conservation for a characteristic slope larger than that given by Millar’s theorem, (ii)
within the convergent results only those under Millar’s threshold indeed satisfy the boundary
conditions and this to machine precision®. These results resolve the contradictions between
the different claims in the literature. In fact, the results obtained by the different authors are
all consistent; only their interpretation was subjected to the confusion between a convergent
solution and a consistent or correct solution. As a theoretical backup of our numerical analysis,
these results were supported by a simple asymptotic analysis of the near-field where we have
recovered exactly Millar’s criterion analytically by looking for the condition on the asymptotic
scaling of the scattering amplitudes for large in-plane wave vectors which leads to a finite field
everywhere inside the grooves. We believe our analysis clarifies most of the confusion one may
get by reading the literature on the Rayleigh hypothesis and gives elements for assessing the
validity of the hypothesis for any type of surface. The results presented in this chapter will form
the basis of a devoted paper not included in this thesis.

3 Apart from the region of parameter space where a residual error was observed which do not yet understand.



Chapter 8

Approximation methods for
randomly rough surfaces

”Never tell me the odds!” — Han Solo
Star Wars, The Empire Strikes Back (1980).

In this chapter, the focus will be on developing a few approximation methods for obtaining
solutions to the problem of scattering by randomly rough surfaces, or to be more accurate,
to ensemble averaged observables of such scattering experiments. Indeed, for randomly rough
surfaces, one is often primarily interested in the statistical properties of the light scattered
by a set of randomly drawn surface realizations sharing common statistical properties before
studying the speckle pattern from the scattering by a single surface realization. We want to
precise though, that we do not claim that the study of speckle patterns is of little interest.
In fact, the analysis of speckle patterns from a single surface can also be of great interest
and reveal information about the surface, especially via the analysis of speckle correlation (see
e.g. [79, 80]). The study of the probability density of speckle intensity for scattering by a
disordered medium is also known to follow a Rayleigh probability distribution for unpolarized
light and a modified Rayleigh distribution under some assumptions (see e.g. [81, 82]). Recently,
a theoretical study supported by extensive numerical simulation has revealed the correlation or
mutual information between the reflected and transmitted speckle intensities in the case of waves
scattered in a disordered medium in a multiple scattering regimes [83]. Here, we simply choose
to limit ourselves to some observables. To be more specific, we will be interested in the coherent
and incoherent components of the mean differential reflection and transmission coefficients as
defined in Egs. (1.123a) and (1.123b). We recall that, the coherent and incoherent components
of the mean differential reflection coefficient are given as a limit when the surface covered by
the randomly rough surface goes to infinity of

S
3Raﬁ) | po) €1 (#)2 cos? 0,
o0, 0 ) S cos 6y

aREYS) e1 (52)? cos? 0, 2
<895<p | po>> - % (15w 10P) - (RS 1on)[ ]
" incoh

and with similar definitions for the mean differential transmission coeflicient. To fix the nota-
tions, we are interested in surface profiles that are realizations of a continuous, differentiable,

<Rff;(p | P0)>’2
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stationary stochastic process. If not otherwise specified, we assume in this chapter that the
system under consideration is composed of two media separated by a single randomly rough in-
terface. The stochastic process will then be assumed to have a zero mean, i.e. that the average
surface is the plane x3 = 0. Furthermore, to fully specify the process we need to define a height
probability density and an auto-correlation function. For simplicity, all the examples treated
hereafter will have a Gaussian height probability density. The important properties that we will
then need are summarized by

(((x)) =0, (8.2a)
(x)C()) =? W(x,X), (8.2b)

where 0 > 0 denotes the rms-roughness of the surface profile and W is the two-point auto-
correlation function.

8.1 Direct Monte Carlo method

From the definition of the coherent and incoherent components of the mean differential scattering
coefficients, it is clear that one needs to estimate the average of the scattering amplitudes and the
average of its modulus squared. The most straightforward strategy that should come to mind
would be (i) to generate realizations of the stochastic process with specified properties given
by Eq. (8.2) over a surface area S, (ii) solve the reduced Rayleigh equations for each generated
surface, and (iii) to gather statistics on the scattering amplitudes. If the characteristic length
L of the surface is large enough compared to both the wavelength of the incident light and the
characteristic correlation length of the surface profile, and that the number of generated surfaces
Ngurt s large enough, we can assume that Eqgs. (1.123a) and (1.123b) give good estimates of
the coherent and incoherent components of the mean differential scattering coefficients. To be
more accurate, if we index the surface realizations (Cuw)1<w<N,,;, and denote by Rag(p | Py, Cw)
the reflection amplitudes obtained by the direct method at the sample in-plane wave vector p
for a given in-plane incident wave vector p, and surface realization (,, then the averages in
Egs. (1.123a) and (1.123b) are estimated by

Nsurt
1
(Bap(p | Po) ~ 57— > Ras(p | Po: Cw) (8.3a)
surt =1
1 Nourf
(IRas(® [ Po)) = 57— D [Ran(p | Po,Gu)l- (8:3b)
sur: ’lU:]

This approach that we will refer to as the direct Monte Carlo method, and that can be
considered as a brute force method, has been used in numerous works to explore the scattering
from randomly rough surfaces on dielectrics, metals, or perfect conductors, or even systems
containing a film deposited on a substrate with either a single randomly rough interface or
two [41, 43, 45, 1, 46]. This method is tractable with a desktop computer for one-dimensional
surfaces but becomes rather demanding in terms of memory and speed for two-dimensional
surfaces and super-computers may be preferred for the task. Generally, the characteristic length
of the numerical surface is about twenty wavelength and the number of surface realizations is
about a few thousands to ensure a rather small statistical noise to signal ratio. More details



8.2. Iterative Monte Carlo methods 183

about this method can be found in the aforementioned references.

Even though the results obtained by the direct Monte Carlo method are of fundamental impor-
tance for understanding and exploring the physics of light scattering by systems with randomly
rough interfaces, the demanding computational power required by the method makes it unprac-
tical for applications such as online characterization or for designing surfaces with specific optical
properties. For these purposes, we are then after fast and accurate approximate methods, and
we will present some in details hereafter. In the following, the direct Monte Carlo method will
be beneficial for us in order to assess the accuracy of the approximate methods.

8.2 Iterative Monte Carlo methods

A first strategy that should come to mind to reduce the computational cost of the direct Monte
Carlo method is to solve each scattering problem faster by using iterative methods. Indeed,
for light scattering by a single randomly rough surface the computational cost associated with
solving the linear system resulting from the discretization of the reduced Rayleigh equations,
is significantly larger than that to set up the system (since N, is large enough for the total
complexity to be dominated by the solving part see Section 5.2.2) and we have seen in Chapter 6
that, in some cases, iterative methods may yield a significant speed up for solving the linear
system. We have also seen that the perturbative method (SAPT) has a total complexity that may
be advantageous if only a few orders are needed to get a good approximation of the solution,
so typically for rather weakly rough surfaces. Therefore, one may simply replace the direct
method by iterative methods and keep averaging the observables over surface realizations. This
is expected to work well in practice if the surfaces are weakly rough, but the speed up will
obviously depend on the tolerance set on the solution (in practice it is enough that the tolerance
set on each solution is smaller than that set for the statistical noise to signal ratio) and the
convergence rate of the iterative method, which is system dependent. Moreover, even though
using an iterative method may yield a significant speed up, there is absolutely no gain in the
statistical noise to signal ratio, and we still need to gather statistics over as many surface
realizations as were necessary with the direct method. The second idea is then to look for
approximate solutions in closed form that may be easy to average analytically.

8.3 Isserlis-Wick theorem

Before embarking on the discussion of approximation techniques for computing directly the
mean differential scattering coefficients, for which we wish to avoid solving the reduced Rayleigh
equation for a large number of surface realizations and then average the differential scattering
coefficients, we make a mathematical detour in the realm of probability. The approximation
techniques we will present in subsequent sections are based on a expansion of the kernel of the
reduced Rayleigh equation in Fourier moments of the surface profile. This has already been
encountered when we presented the small amplitude perturbation theory in Chapter 6. We
will see that such an expansion, together with ensemble averaging of the differential scattering
coefficients leads to the evaluation of covariances of the form (¢™(x +u)¢™(x)), where n and m
are two non-negative integers.

We restrict ourselves to the case where the surface profile is a realization of a stochastic process
with Gaussian height distribution, zero average, and the auto-correlation is homogeneous. These
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properties are summarized as

(¢(x)) =0 (8.42)
(CE)CK) = o W(x —x) (8.4b)

where ¢ is the rms-roughness and W is the auto-correlation function normalized such that
w(0)=1.

Isserlis-Wick theorem

The Isserlis-Wick theorem gives us exactly a way to compute the covariance (¢"(x +u)¢™(x))
we are after. This theorem from probability theory was proved by Isserlis in 1916-18 and re-
discovered by Wick in the field of particle physics in 1950 [84, 85, 86]. This theorem is valid
for a set of n identically distributed, with zero average, Gaussian random variables that we
may denote abstractly as (Xi,---,X,). The theorem gives the average of the product of the
(Xi)1<i<n, namely

0 if n is odd
(X1---X,) = . (8.5)
S ITXX;) if n is even

Here the notation ) [] denotes a sum over all possible distinct ways of partitioning the n
variables in n/2 pairs of variables X; and X;. Each term in the sum is the product of the n/2
covariances of the pairs of the associated partitioning. As an example, for four random variables
Eq. (8.5) reads

(X1 X2 X3Xy) = (X1 X2) (X3Xy) + (X1 X3) (XoXy) + (X1 Xy) (XoX3) . (8.6)
As a first example of application of the Isserlis-Wick theorem, let X; = --- = X, = ((x), we
obtain
n 0 if n is odd
(¢"(x)) = o ) (8.7)
ST x)) =310 if n is even

Following our example, for n = 4, this yields <(4(x)> = 30%. Higher order moments can thus be
generated simply by counting the number of terms in the Isserlis-Wick sum which can be shown
to be equal to

2k)!
ZHI:%, (8.8)

for n = 2k (see proof in Appendix B).

More generally, let us now consider covariances of the form (("(x +u){™(x)). By considering
the following n + m random variables: X; =--- = X, = ((u+x) and X411 =+ = Xppm =
¢(x), we obtain, according to the Isserlis-Wick theorem, that if n + m is odd the covariance
(¢"(u+x)¢™(x)) vanishes and if n + m is even it equals the sum of products of all possible
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pairing of the random variables. The covariance of each pair can only take the following two
possible values

o? ifi,j<n+1/2,0ori,j>n+1/2
(X:X)) —{ / /2. 0rig / (8.92)

2Wa) ifi<n+1/2,j>n+1/2 0ri>n+1/2,j<n+1/2

Indeed, on the one hand, if both ¢ and j are on the same side from the index threshold n +1/2,
then X; and X are either both equal to {(u+x) or are both equal to {(x) and hence (X;X;) =
a2. On the other hand, if i and j are on different sides of index threshold n -+ 1/2, then X; and
X; are distinct and are equal to either {(u+x) or {(x) and hence (X;X;) = (((u +x)((x)) =
o2 W (u) by definition of the auto-correlation function. Consequently, the sum of products
of covariances in the Isserlis-Wick formula together with the aforementioned fact imply that
(¢"(u+x)¢™(x)) is a polynomial in W (u) of degree at most (n + m)/2, i.e.

(n+m)/2
(M (u+x)¢"(x)) = ot 2: P WE () = 0™ Py (W (), (8.10)

where P, , is a polynomial with integer coefficients (p%}n)ogkg(nm) /2 that depend on n and
m.

Example: as an illustrative example, let us compute (¢*(u+x)¢?(x)) and (¢*(u +x)¢*(x))
that are both of order n + m = 4. For n = m = 2, according to the Isserlis-Wick theorem,
Eq. (8.6) with X7 = Xo = ((u+x) and X35 = X4 = ((x) gives

(Clu+x)¢*(x)) = (C(u+x)¢(u+x)) (((x)¢(x))
+ {¢(u+x)¢(x)) (C(u+x)¢(x))
+ (C(u+x)¢(x)) (C(u+x)¢(x))
=o' [1+2W?(u)] . (8.11)
In addition, for n = 3 and m = 1, according to Isserlis-Wick theorem, Eq. (8.6) with X7 = X, =
X3 =((u+x) and X4 = ((x) gives

(Clu+x)((x)) = (C(u+x)¢(u+x)) (C(u+x)¢(x))
+(C(u+x)¢(u+x)) (C(u+x)¢(x))
+ {¢(u +x)((x)) (C((u+x)¢(u+x))
=30*W(u). (8.12)

Note the parity of the polynomials P2 and P3 1. We leave to the reader to show that P; 3 = P31
and that the extreme (and trivial) cases Pyo = Pp4 = 3. We can summarize our finding in the
following table for the coefficients of the polynomial P, ,, for n +m = 4.

Remark 8.1. One can show that the polynomial P, ,, is even if n and m are both even, and
P, is odd if n and m are both odd. In addition, since each term in the Isserlis-Wick sum
contributes to one unit for a single coefficient p(n]fzn, it is clear that the coefficients are all natural
integers and that the sum of all coefficients equals the number of terms in the Isserlis-Wick sum.

Hence we have

(n+m)/2 (n 4 7n)'

];) pglk?)n - Z H 1= 2(n+m)/2 [(n +.m)/2}! . (8.13)
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(nym) P\ Pk P
(4,0),(0,4) 3 0 0
(3,1),(1,3) 0 3 0

(27 2) 1 0 2

Table 8.1: Coefficients of the polynomials P, ,, for n +m = 4.

We have now shown that the problem of computing ({"(u + x)¢™(x)) reduces to counting terms
in the Isserlis-Wick sum that contribute to each monome in W(u). It is clear from Eq. (8.13)
that this combinatorial problem will grow in complexity rather quickly with n+m. The number
of terms in the Isserlis-Wick sum is 3 for n + m = 4, 15 for n +m = 6, and 105 for n + m = 8.
Although it may be instructive to determine by hand the coefficients pﬁl’“,)n forn+m =6 as an
exercise, it seems tedious to do it for larger orders, and this is where an algorithm must take

over. We present such an algorithm in Appendix B capable of computing the coefficients p,(qk,)n

8.4 Small amplitude perturbation theory

We will now derive a closed form approximation of the mean differential scattering coefficient
based on the small amplitude perturbative expansion of the reflection and transmission am-
plitudes to first order in the surface profile function. If we now use the expression found in
Section 6.2 for the reflection amplitudes to first order in the product of surface profile function,

R (p|po) R (p|po) =i RY (p[po) . (8.14)

where R (p | p,) is the response from the corresponding system with a planar interface (i.e.
the Fresnel amplitudes), Eq. (6.8), and R (p|p,) is given in Eq. (6.12), we obtain that the
average amplitude (approximated to first order) is given by

(R (p | o)) = (2)26(p — py) P (p0) — i (P —Py)) pY) (P Do)
= (2m)%6(p — py) PV (Py)- (8.15)

The above equation simply states that to first order in the surface profile function, the average
field corresponds to that reflected by the flat interface. Since the average amplitude is propor-
tional to a Dirac mass, the average field is a plane wave. Hence the coherent component of the
mean differential reflection coefficient cannot be defined by Eq. (1.123a) but we must use the
definition of the efficiency instead, i.e. Eq. (1.62), in order to evaluate the energy carried away
by the averaged field. The incoherent component of the mean differential reflection coefficient
is of greater interest. By using the small amplitude perturbation expansion to first order in the
surface profile function, the factor in the square bracket in Eq. (1.123b) reads

([Ras(® | )% = [(Ras(p | p))* = (IR | o))

= (IGstp=Po)l?) I/} (PIPO)P. (816)
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We remind the reader that here we are dealing with a scattering system whose surface profiles
are flat outside the disk of radius r, hence the subscript S (see Section 1.2.4). For the statistical
properties attributed to the surface profiles in Eq. (8.2), we have

(cst@is@) = ([ [ cooc)enniia-tx—x) ')
— [ [ (€tocx) explia-ix - x)) dP
5.Js
:/S/SUQ W(x —x) exp(iq-(x —x')) d®z d*a’ . (8.17)

Here we have used the definition of the Fourier transform, and the fact that the ensemble average
commutes with the integration of the surfaces and the definition of the auto-correlation function.
Via the change of variable u = x —x’ we obtain

(stais@) =50 [ W) esplia-w =5 gs(a). (315)
Thus we have
(IRas(P | PO)I%) — [{Ras(P | P))* =5 gs(p — o) o2 |03 (P | Po) 2 (8.19)

Finally, by plugging the above equation into Eq. (1.123b), the surface area S cancels and letting
r — 00, gs — g (where we remind the reader that g is the power spectrum of the surface profiles)
and we finally obtain the expression for the incoherent component of the mean differential
reflection coefficient for the entire (infinite) system under the first order approximation of the
reflected amplitudes in the surface profile

8R(SBAPT1) w \2 cos?0 1)

Tl — (X " (o — 2 2

< o (P|P0)>. X 61(2@) <05 6o 9P —Po) 0" [pap (P |Po) |- (8:20)
mco

Applying the same reasoning to the transmitted light we obtain that the averaged transmitted
field corresponds to that refracted by the planar interface and the incoherent component of the
mean differential transmission coeflicient is given by

6T$APT1) w2 53/2 cos? 0, 2,.(1) 9
Tgt(p | Po) = (Tw) o 9P —Po) 0”755 (P |Po) |*- (8:21)
incoh 0

Let us make a few comments on the obtained results. We have found that, to second order in
the surface profile! the diffusely scattered intensity is proportional to the square of the rms-
roughness, proportional to the power spectrum shifted by p, and inversely proportional to the
square of the wavelength. The presence of the power spectrum can be interpreted physically as
a generalization of the grating formula. Taking the picture of single scattering, the probability
that an elementary plane wave is scattered with a change of in-plane wave vector p —p, is
proportional to g(p —p,). Hence if the power spectrum has its weight concentrate around the
origin, most of the light will be scattered around the specular direction, while the broader the
power spectrum the broader is the intensity scattered diffusely. How does it relates to the actual

second order for the intensity but first order for the amplitude
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geometry of the surface? A narrow power spectrum corresponds to a broad, slowly varying auto-
correlation function. In other words, the correlation length is large compared to the wavelength.
This indicates that the surface is rather smooth and can be well approximated by a planar
interface, hence the observed weakly diffusely scattered light. On the contrary, for a correlation
function concentrated within a fraction of the wavelength, the surface would look rougher and
hence we would observe a more broadly scattered diffused light. For example, one can consider
a Gaussian auto-correlation function defined by

[x|?

W(x) = exp <—7> , (8.22)

then the power spectrum is given by

4

It is then clear, and this is a general property of the Fourier transform, that the width of the
auto-correlation function and the power spectrum vary inversely proportionally with respect to
one anther. Note that if we denote by a the correlation length of the surface profile, the power
spectrum is proportional to a2, but its width is of the order a, so that the integral of the power
spectrum is unity. Thus, according to Eqs. (8.20) and (8.21), we can give the following simple
scaling law of the integrated intensity that is diffusely scattered by a weakly rough surface

[5G wie)  an-ct (321)

incoh

g9(p) = 7a* exp <—M> , (8.23)

where C is some constant that depends of the materials, the angle of incidence and the precise
shape of the power spectrum, and whether the reflected or transmitted light is considered.

Remark 8.2. One should be careful in interpreting the formulas for the coherent and incoherent
components of the mean differential scattering coefficients from an energetic point of view.
Indeed, if one sums the efficiencies associated with the average reflected and transmitted wave,
we obtain unity (for loss-less material) since these two waves correspond to that reflected and
refracted by the corresponding system with a planar interface. Hence if we were to sum on top
of that the incoherent component of the mean differential reflection and transmission coefficients
integrated over all scattering angles, we will necessarily obtain a total value that is larger than
unity. One would expect instead that even on average, the sum of the effeciencies of the coherent
components of the reflected and transmitted light be less than unity as power is on average also
scattered away. The way to resolve this apparent paradox is to remember that the above results
are approximations to first order in the surface profile for the amplitudes and that higher orders
have been neglected. In particular, one can show that the second order will contain a correction
to the coherent component.

8.4.1 Higher orders

The derivation of the mean differential scattering coefficients in closed form when higher or-
der terms are taken into account becomes quickly cumbersome. To our knowledge, such an
expression obtained with small amplitude perturbation theory have been obtained up to order
three in the scattering amplitude, resulting in expression of the incoherent component of the
mean differential scattering coefficients derived consistently to order four. This was achieved by
Soubret et al. in Ref. [53] and used to study the phenomenon of enhanced backscattering, which
is a multiple scattering phenomenon.
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8.5 Fixed point iterates of the RRE of the second kind

We have seen in Section 6.3 that the reduced Rayleigh equations of the second kind can be
solved by successive iterations yielding what we called the method of fixed point iterates of
the reduced Rayleigh equations of the second kind (FIRES). When studying randomly rough
surfaces, one is often interested in the incoherent component of the mean differential reflection
coefficient averaged over realizations of the surface profile. Therefore, we focus our attention
now on the approximation given by the first iterate of the algorithm of FIRES which read

ARD(p | po) = (a1(p) —a2(p)) [M5" (0 | P)] ™" (KZi* (P | Po) ME (P | Bo) p” (o)

+ K4 (P | po) ME(p | o))

KD I o) T (P1Po) + K3 (0 | Po) P~ (P Do), (8.252)
ATO(p | py) = (a1 (p) — aa(p)) Mz~ (p | P)] " Kz~ (P | Po) Mz~ (P | Po) 7 (py)
KL (P [ Po)T (P Po) - (8.25b)

Remark 8.3. Note that by approximating K3 to the first term in its series expansion, one
recovers exactly the first order correction R given by small amplitude perturbation theory
(and similarly for the transmission amplitudes). Hence the first iterate of the method of FIRES
gives a distinct approximation from small amplitude perturbation theory to first order and can
possibly be more accurate as it takes into account higher order Fourier moments of the surface
profile. The physical interpretation is that the first iterate of the method of FIRES gives a single
scattering approximation similar to the first order of SAPT, but taking into account the detail
of the surface more accurately than SAPT does. It should not be interpreted as taking into
account multiple scattering since this would involve integrals over intermediary in-plane wave
vectors, which is not the case for the first iterate.

Before we proceed with the computation of the incoherent component of the mean differential
reflection and transmission coefficients we analyze the following ensemble averages

Mg

(Kke(p | q)) " (bou(p) — aam (@)™ <C(”>(pfq)> (8.26)

rL'

n ‘m

(Kiae | QKL (0 1)) = ZZ (o () — (@)™ (You(p)” — o))"

<<<n><p—q)<<m><p-q>*> 7 (827

where the * denotes the complex conjugate. It is clear that the difficulty in evaluating these
expressions resides in the averages of the Fourier moments of the surface profile (or their
products). In practice, two strategies may be considered: the first consists in evaluating
numerically these averages by taking averages over realization of the stochastic process (i.e.
the surface), the second consists in computing them analytically. In general, these averages
of Fourier moments do not let themselves express easily in closed form for general stochastic
processes. There is, however, a non-trivial specific case for which this can be done, namely the
case where the height distribution is Gaussian thanks to the Isserlis-Wick theorem.

Let us consider the average of the nt® Fourier moment

(Ep-a)= [eox () da (528)
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For n = 0, we easily obtain <é<0)(p — q)> = (2m)%5(p — q), for n = 1, we obtain <é(1)(p - q)> =

0 due to Eq. (8.4a), and for n = 2, we get <f(2>(p - q)> = 0% (2m)%5(p — q) due to Eq. (8.4b)
with x = x’. Then higher order moments are given by Isserlis-Wick theorem (see Eq. (8.8)):

0 if n is odd

<§(”’(p - Q)> = (8.29)

WM a" (2m)%0(p — q) if n is even

Remark 8.4. Equation (8.29) shows that only even terms in Eq. (8.26) remain and that all
terms are proportional to the Dirac mass d(p —q). We will see that these constitute correction
to the coherent component of the mean differential coefficient.

Let us now consider covariances of Fourier moments of the form:

(&)™ / / —ilp @) =x) (¢n(x)c™(x')) d2zda . (8.30)

Here S denote the part of the surface of the disk of radius » > 0 where the random profile is
found for the truncated copy, (s = 1g (, of the full randomly rough surface. This will be needed
in order to take the limit when r — oo in the definition of the mean differential scattering
coefficients (see Section 1.2.4). By doing the change of variable u = x —x’ we obtain

(& - )i o / / —ilp = a)u (en(y 4 x)¢™ (x)) d2ud3a | (8.31)

According to the discussion from Section 8.3, and more specifically Eq. (8.10), we know that
(¢"(u+x)(™(x)) either vanishes if n + m is odd or can be expressed as a polynomial in the
auto-correlation function. Hence

(n+m)/2
(&0 -a)if (o —a)) = 50" Z i, / em /P W (u) d*u
S
def (n+m)/2 .
= 5omtm Z P 95’ (P —a). (8.32)

Here we have defined ggk) as the Fourier transform of 1g W¥.

Based on Egs.(8.25a, 8.25b, 8.29) and (8.32) we can deduce that the average amplitudes of the
first iterate of the method of FIRES are given by
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(RPN (p | py)) = RO | po) + (AR (p | py) )
2 (_{)kg2k
= [p9m0) + 3 LT (500 | p) + om0 | po) | 2000 —py)  (8:35)

<T(FIRESU(p | po)) = TOp | po) + <AT(U(p | p0)>

_ k0.2k
= |TO(py) + ;(;,Zk, @) (p | py )} (2m)25(p — po) (8.33b)
B (p | po) X (aa(p) — a1 (po))* 1ot (P | Po) (8.33¢)
B (p | pg) X (az(p) + a1(pe)* o~ (P | Po) (8.33d)
®(p | py) X (a1 (py) — a2(p))* (P | Po) (8.330)

for which the efficiencies are easy to compute, and the incoherent component of the mean
differential scattering coefficients are given by

o R(FIRESI) o2 cos?l, &
—om P R0 =€ (%) - O Unm(P Do)
" incoh 0 n=1
m=1
n-+m even
(pag (® | po) + s (P | po)) (ng( ' [ po) + 0y (o | p0)> (8.34a)
@(mp) _(w>2m i Unm(P | Po)
aQ ’ incoh 2me 2 COS@O n=1 o ’
m=1
n-+m even
x50 | po)rl5" (b | Po) (8.34b)
(n+m)/2
def 7 anO.ner
Ynm(P | Po) = ()W > ePp-py).  (834c)
o k=0

Here we have defined ¢ as the Fourier transform for the k™ power of the auto-correlation
function W.

Remark 8.5. We decided here to show the expressions of the mean differential scattering
coefficients in an expanded form to illustrate what goes into them. However, it is not necessary,
nor advisable, to implement them in a computer program in such expanded forms. In practice,
we first use a fast Fourier transform algorithm to compute the ¢*) on a grid (or we can also
compute the g(*) analytically in the case of a Gaussian correlation function) and compute the

Isserlis coefficients pSf En thanks to a dedicated algorithm detailed in Appendix B. Then we
compute the <1Cb“ (P | Po) KL (p | Po)* > according to Eqs.(8.27) and (8.32) that we use in

evaluating <|AR( | > Such an algorithm is rather simple to implement and computationally

efficient (assuming fast convergence with the order (n+m)/2 for truncating the sum over (n,m)).
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8.5.1 Higher order iterates

As in the case of small amplitude perturbation theory, more accurate expressions for the mean
differential scattering coefficients could in principle be obtained by considering the amplitudes
obtained with higher order iterates. Such an approach becomes quickly cumbersome.

8.6 Method comparison

The comparison of the performance of small amplitude perturbation theory and the method of
FIRES have been extensively documented in Chapter 6 for sinusoidal surfaces. In particular,
we have seen that the method of FIRES is less complex and converges faster than SAPT. These
characteristics holds for randomly rough surfaces. As an additional illustration of the perfor-
mance of the different methods, now in the case of randomly rough surfaces, with respect to
convergence with the number of iterations or perturbative order, we will fix a system made of
two semi-infinite dielectric media of respective dielectric constant €¢; and ey separated by a ran-
domly rough surface with Gaussian height distribution and Gaussian auto-correlation function
characterized by a rms-roughness of o = A/20 and a correlation length of a = A/3. The dielectric
constant are chosen to take values in {1,2.64}, i.e. that we will consider the cases where the
medium of incidence is either the optical denser or less dense medium. This set-up corresponds
exactly to that studied by Hetland et al. in Ref. [45] whose data have generously been provided
to us by the authors. This set of data was obtained by using what we described as the direct
method where the ensemble average was performed over a set of 4500 surface realizations. The
data from Ref. [45] will serve as a reference for the presented approximation methods.

Analytically averaged first order SAPT and FIRES approximations

We start by investigating how accurate are the closed form expressions for the incoherent com-
ponent of the mean differential reflection coefficient as given by Eq. (8.20) in the case of small
amplitude perturbation theory to lowest non-trivial order and Eq. (8.34a) for the first iterate of
the method of FIRES. Figure 8.1 shows the incoherent component of the mean differential reflec-
tion coefficient as a function of the polar angle of scattering for in-plane co-polarized scattering,
obtained by the direct Monte Carlo method, Eq. (8.20) and Eq. (8.34a).

Monte Carlo based on iterative methods

We now turn to Monte Carlo simulations based on the iterative methods given by the recursive
equation Eq. (6.11) from small amplitude perturbation theory, and Eq. (6.39) from the method
of FIRES, that we have already presented in Chapter 6. Instead of making a full study of
convergence for all the iterative schemes, as we did in Chapter 6, we restrict ourselves here
to SAPT and the method of FIRES, and only inspect visually how the successive iterates
approach the reference solution in the case where the rms-roughness is equal to ¢ = \/20,
and the dielectric constants are e = 2.64 and ea = 1. The specific choice of o = A\/20 is
simply guided by the fact that we have seen that the first order analytically averaged SAPT
and FIRES approximation yield a significant deviation from the reference solution for such a
roughness parameter. Moreover, we chose the case of reflection in the denser medium simply
because it exhibits more features, in particular that of the Yoneda phenomenon which will be
described in details in Chapter 10.
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Figure 8.1: In-plane co-polarized incoherent mean differential reflection coefficient as a function
of the polar scattering angle 65, for normal incidence. System composed of: (a) vacuum in
medium 1 and a dielectric (€2 = 2.64) in medium 2, (b) vacuum in medium 2 and a dielectric
(1 = 2.64) in medium 1. Wavelength A = 632.8 nm, rms-roughness o = A/20, correlation length
a = A/4. Solid lines: results obtained from the direct method and an ensemble average over
4500 realizations of the surface profile (courtesy of @yvind Hetland [45]); dotted lines: results
obtained by using small amplitude perturbation theory to order one in the surface profile of the
reflection amplitude; dashed lines: results obtained by the first iterate of the method of FIRES.
Blue: p-polarized light; red: s-polarized light. Figure taken from Paper [4].

We start by studying the convergence behaviour of the small amplitude perturbation expansion.
Figure 8.2 shows the solutions obtained for the incoherent component of the mean differential
reflection coefficient, averaged over 4500 realizations and for N, = 50, when the perturbative
expansion for the reflection amplitude is truncated at the k" order (included) for k € [1,6]. We
can see in Fig. 8.2(a) that for k = 1 we recover rather closely the analytically averaged result,
which deviates significantly from the reference solution. For k = 2 (Fig. 8.2(b)) the perturbative
solution deviates even more from the reference solution than did that for k = 1. This is a good
illustration that one should not necessarily always trust a higher order approximation without
having an idea of the error bounds, or hints of convergence. The perturbation method may
often start by deviating more and more from the exact solution before starting to converge.
Here the convergence seems to be re-established already for £ = 3 (Fig. 8.2(c)), and continues
to approach the exact solution by oscillating around it as k increases (Fig. 8.2(d-f)).

Concerning the successive iterates of the method of FIRES, the first iterate is closer to the
reference solution as already illustrated by the analytically averaged solution (Fig. 8.3(a)). As
for SAPT, the second iterates seems to deviate more than the first iterate but not significantly
(Fig. 8.3(b)). Then the third and following iterates, shown in Figs. 8.3(c-f), are almost not
distinguishable from the reference solution and the deviation lies within the statistical noise.
Based on these illustrations of the convergence of SAPT and the method of FIRES, the latter
one would be recommended in practice. We can also mention that the simple iterative methods
such as the Jacobi method or the successive over-relaxation also perform similarly well. An
advantage of SAPT or the method of FIRES over the standard iterative methods for solving
linear systems, is that they yield closed form approximations which may be interpreted on
physical ground as we will see in Chapter 10.
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Figure 8.2: Incoherent component of the mean differential reflection coefficient for in-plane co-
polarized scattering as a function of the polar scattering angle 6, for normal incidence. In all
panels, the solid lines show results obtained from the direct method and an ensemble average
over 4500 realizations of the surface profile (courtesy of @yvind Hetland [45]); (a) dotted lines:
results obtained by using SAPT to order one in the surface profile of the reflection amplitude
analytically averaged (An-SAPT-1); (a-f) dashed lines: results obtained by the Monte Carlo
SAPT method (MC-SAPT-k) to order k = 1 to 6 (resp. for panels (a) to (f)). Blue: p-polarized
light; red: s-polarized light. The physical parameters are the same as the one from Fig. 8.1(b).
Figure taken from Paper [4].
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Figure 8.3: Incoherent component of the mean differential reflection coeflicient for in-plane co-
polarized scattering as a function of the polar scattering angle 6, for normal incidence. In all
panels, the solid lines show results obtained from the direct method and an ensemble average over
4500 realizations of the surface profile (courtesy of @yvind Hetland [45]); (a) dotted lines: results
obtained by using the first iterate of the method of FIRES analytically averaged (An-FIRES-
1); (a-f) dashed lines: results obtained by the Monte Carlo FIRES method (MC-FIRES-k) for
iterates from 1 to 6 (resp. for panels (a) to (f)). Blue: p-polarized light; red: s-polarized light.
The physical parameters are the same as the one from Fig. 8.1(b). Figure taken from Paper [4].
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8.7 Reduction of variance

We have seen in the previous sections essentially three strategies to estimate the coherent
and incoherent components of the mean differential scattering coefficients. The first one, the
brute force Monte Carlo method consisted in solving the scattering problem for each surface
realization by the use of the direct method and then in averaging observables over realizations
of the surface profile function. The advantage of this method is that no approximation
is made, apart from the truncation in wave-space and discretization of the surface and in
wave-space. The two main inconvenients are that each scattering problem takes significant
computational resources since we need to set up and solve a large linear system for each surface
realization and that many realizations are needed to obtain a satisfactory small variance for
the observables compared to their estimated averages. We have also seen that solving the
linear system with iterative methods can considerably reduce the computational cost associated
with solving each scattering problem, which is of great practical interest. Nevertheless, for
each surface realization, the solution will be the same (within some set tolerance) whether the
linear system is solved iteratively or not. The statistical noise hence remains identical, and
we still need to average the observables over many realizations. Alternatively, we have seen
that some approximation methods like small amplitude perturbation theory and the method of
FIRES not only can be used as iterative methods but allow for simple closed form analytically
averaged observables, but such expressions are simple only for the lowest order. They can
provide important physical insights, and have an almost free computational cost, but when the
roughness parameters of the surface become too large, the quantitative deviation to the exact
solution increases.

In this section, we present an original method that makes use of the analytically approximated
observables to reduce the variance of the observables estimated by the naive Monte Carlo method.
The technique is known as reduction of variance by the use of a control variable [87, 88].

Control variable based on an analytically averaged approximation

The idea of reduction of variance by the use of a control variable is the following. Let X be a
random variable of expected value (X) and variance Var[X] = (X?)— (X)2 Let X = (2u)1<w<n
be N > 2 realizations of the random variable X. We can estimate the expected value and the
variance of X by

RS
(X) =5 > = Ex) (8.35a)

1
Var[X] ~ N1

— 2 (e~ E(x)” € V(). (8.35D)

M=

w=1

The uncertainty associated with the estimated expected value can be measured by

Var [E(x) — (X)] = V%[X} N % . (8.36)

This last estimate tells something simple, that we have already experienced earlier, namely
that the more realizations of the random variable we have, the more certain we are about its
average estimated by Eq. (8.35a). In addition, for a set tolerance on our estimate of the average,
a random variable with small variance will require fewer realizations than one with a large
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variance to reach the tolerance. The goal of reduction of variance techniques, is to construct
a random variable Z that has the same expected value as X, which is easy to compute, and
with smaller variance than that of X. Hence instead of simulating X, it is more advantageous
to simulate Z instead since fewer realizations will be necessary to reach an accurate estimation
of the expected value. The method of the control variable is one method for doing exactly
this. Consider any random variable Y whose expected value is zero. Then the random variable
Z = X —Y has the property that (Z) = (X). However, the variance of Z is a priori different
from that of X. Indeed, we have

Var[Z] = Var[X] + Var[Y] — 2Cov[X, Y], (8.37)

with Cov[X,Y] def (X = (X))(Y = (Y))). The question now is following: How do we construct

a random variable Y, called a control variable, such that the variance of Z is minimized, and is
hopefully smaller than that of X7 A first observation shows that any choice of control variable
will not reduce the variance. Indeed, if X and Y are not correlated then the variance of Z
will clearly be larger than that of X. Then it is expected that X and Y should be strongly
correlated. Let us now ask the following question. If we knew exactly (X), what would be the
best, ideal, choice for Y'? Well, it does not require much effort to see that if we knew (X), then
the ideal candidate for Y is Y = X — (X). Indeed, in that case we have

Var[Z] = Var[X] + Var[X] — 2Var[X] =0.
What this means is simply that if we knew (X), then ¥ = X — (X) is the fluctuation of
X around its average and Z is X to which the fluctuation is removed, that is precisely
(X). Of course, this is not of any practical interest because if we could remove exactly the
fluctuation of X to X, that means that we already know (X). However, this trivial example
illustrates very well what is the essence of the method. We want to construct a control
variable Y that behaves similarly to the fluctuations of X. Thus, finding a good control
variable Y will depend in general on the problem, and what the random variable X is ac-
tually modeling, and requires us to understand or to be able to approximate the fluctuation of X.

It is now time to quit the beautiful abstract world of mathematics and come back to our con-
crete scattering problem. In our case, the role of the random variable X would typically be
X = Rop(p | Py) or X = |Rap(p | Po)|? (remember what needs to be estimated to compute the
incoherent component of the mean differential reflection coefficient for example). Each realiza-
tion of X, say x4 = Rag(P | Pg, Cw), is simulated by either the direct or an iterative method up
to a set tolerance for each surface realization (. Now what should we choose for the control
variable Y7 We want to construct of a control variable that resembles the fluctuation of X and
is easy (cheap) to compute. What if we used the deviation from a realization of the solution
given by an approximate method such as, small amplitude perturbation theory or the method of
FIRES to lowest order, from its analytical average? Indeed, if we had to bet on a good control
variable that resembles the fluctuation of the rigorous method, why not bet on the fluctuation
of an approximate method, fluctuation which, can be extracted exactly since we already know
the average in closed form? Physically, this means that we bet that for a given surface realiza-
tion, the speckle pattern obtained by the approximation method would be somewhat close to
that obtain with the rigorous method, precisely because the two methods try to solve the same
scattering problem for the same surface. Of course, there is no guarantee that the two speckle
patterns will fully match, in fact they most probably will not. However, it seems intuitive to
think that the two speckle patterns, produced by the two methods, will be correlated, and cor-

relation is all we ask for. So this is our bet! If we now denote by xgig) (= Rap(p | Py, Cw) oOF
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|Ras(P | Pgs Cw)|?s etc) the solution obtained by the rigorous method for the realization of the

surface profile function ¢, and by an(f,ipp) the corresponding solution for the same realization of

the surface profile function computed with an approximation method (for which the average is
known in closed form), and finally by <X (app>> the exact average, analytically evaluated, then
the corresponding realization of the control variable reads

Yo = 2(2PP) <X<app>> 7 (8.38)
and the true average of X is estimated by
(X) ~ sz _ 1 RT e
"~ Nuwt = 7 Nowr w; T T b (8.39)

Concretely, if X = |Ras(p | po)|* we have

Nsure
1 rig a a
(IRas(® | o))~ 57— D7 [IRL (0 | Por )~ [BLE" (0 | o, Gl + (IR (0 | po))] -
surt =1
(8.40)
Let us once again stress what this means. Each term of the sum is composed of a solution

(rig)

realization computed with the rigorous simulation [R, " (P | Py, Cw)|? to which we subtract the

deviation of the approximate solution from its exactly known average |R;§p)(p | P Cuw)|? —

\Rsﬁpp)(p | p0)|2>. The hope is that if the fluctuations of the approximate solution are similar

to that of the exact one, then we effectively partly remove the fluctuation in the rigorous method
and the variance is reduced.

Remark 8.6. Note that even if we make a poor choice of control variable, say it ends up to be
uncorrelated from the fluctuations of X, then the expected value remains unchanged since the
expected value of the control variable is zero. So in the worst case scenario, we simply have not
managed to reduce the variance and still need many realizations to reach an accurate estimate
of the expected value. Therefore there is no risk of getting a convergence to a wrong expected
value.

Remark 8.7. The chosen control variable here was arbitrary but motivated by the idea that
the approximate solution should be somewhat close to the rigorous one. However, we know
that there will be deviation between the averages of the two methods (see for example the
comparisons in the previous section). So we may expect that the fluctuations produced by the
approximation method are indeed correlated to those produced by the rigorous method but
may have a somewhat stronger or weaker scaling. This means that the control variable can,
in principle, be optimized further. Indeed, we can multiply the control variable Y by a scaling
factor n and optimize 7 to minimize the resulting variance of Z(n) = X —nY,

Var[Z(n)] = Var[X] — 2nCov[X, Y] + n*Var[Y]. (8.41)

Var[Z(n)] is a convex quadratic function of 1 and hence has a unique minimum at

~ Cov[X,Y]
Nopt = W (8.42)
At the optimum, the variance of Z thus reads
_ Cov[X,Y]? \ 9
Var[Z (nopt)] = Var[X] (1 " VarX[VarY] ) ~ Var[X] (1-p%y) , (8.43)
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Figure 8.4: Incoherent component of the mean differential reflection coefficient for in-plane co-
polarized scattering as a function of the polar scattering angle 65, for normal incidence. (a)
Simulation without reduction of variance, (b) simulation with reduction of variance based on
a SAPT control variable and 1 = 7o, (¢) simulation with reduction of variance based on a
FIRES control variable and 1 = 7jopt. All simulation results were obtained by averaging over
100 realizations of the surface profile function. Blue: p-polarized light; red: s-polarized light.
Physical parameters: €; = 2.64, e =1, a = \/4, 0 = A\/40. Figure taken from Paper [4].

where it is now explicitly clear from the second term in the parenthesis that the closer to one
the correlation px y, between X and Y is, the more significant the variance reduction. It is then
convenient to define the variance reduction factor vrf defined as

det Var[Z]
= TR (8.44)
which in the case of the optimum control variable Z(nopt) reads
vif =1—pXy . (8.45)

Note that in practice, we only have access to estimates of the variances of X and Y and the
covariance of X and Y. The optimum scaling parameter 7, must be replaced by its estimated
value given by replacing Var[Y] and Cov[X, Y] by their respective estimates in Eq. (8.42). One
way of doing this is to use the n first realizations to estimate 7op; and the Ngyf — 7 remaining
realizations to apply the control variable. Alternatively, we can update the estimate of ngp; for
each realization as we gather statistics.

Example

It is now time to verify whether our bet was a good one. In the following, we present a set of
three simulation results obtained on the basis of the iterative Monte Carlo method using the
Jacobi method (see Chapter 6) since it is faster than the direct method for each realization
and give accurate results. The first set of results is obtained without applying the method of
reduction of variance and will serve as a reference. The second and third sets of results are
obtained by applying the method of reduction of variance presented above, based on a control
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Figure 8.5: Same as Fig. 8.4, but for 0 = A/20. Figure taken from Paper [4].

variable constructed either from the first iterate of the method of FIRES or small amplitude
perturbation theory to first order in the surface profile (for the reflection amplitude). The
control variables are optimized, i.e. 7 = nopt as previously explained. All the simulations
are run with the following parameters, similar to those used previously: €; = 2.64, e2 = 1,
o € {\/40,1/20}, a = A\/4, N, = 50, Ngyut = 100. For the computation of the optimal value of
1, we simply store the results obtained for all the simulations, and we estimate 7,5 according
to Eq. (8.42). We focus here on the method applied to the incoherent component of the
mean differential coefficient. Note that we obtain a value 7op¢ for each sampled p given an
incident in-plane wave vector pg, or equivalently for each scattering angles (6, ¢5), and for each
polarization coupling, hence 7opt = 7opt,as(P | Pg). We will restrict ourselves to co-polarized
scattering in the plane of incidence for simplicity.

Figure 8.4 shows the incoherent component of the mean differential reflection coeflicient for
co-polarized scattering in the plane of incidence as a function of the polar scattering angle for
the aforementioned three sets of simulations and assuming ¢ = A/40. By visual comparison of
the sets of data, it seems clear that the method of reduction of variance by the use of a control
variable works well. Indeed, the statistical noise seems to be lower in the plots presented in
Figs. 8.4(b) and 8.4(c) than in the plot presented in Fig. 8.4(a). The aim of reducing the
variance is then achieved. Still by visual inspection of Figs. 8.4(b) and 8.4(c), it seems clear
that the statistical noise is smaller when the FIRES control variable is used as compared with
the SAPT control variable. The control variable based on FIRES is then more efficient than
that based on SAPT for reducing the variance. This is understandable since we have seen
previously that the approximation based on the method of FIRES is generally more accurate
than SAPT. Thus we expect higher correlation between the approximate speckle pattern and
the exact speckle pattern for FIRES than for SAPT. Repeating the numerical experiment for a
rougher surface, ¢ = \/20, we can see in Fig. 8.5 that the reduction of variance is still working
relatively well but the statistical noise seems not to be reduced as much as in the case of the
weakly rough surface (o = \/40, compare Fig. 8.5 with Fig. 8.4). This can be understood by
the fact that for higher rms-roughness the approximate solutions deviate significantly from the
exact solution and the speckle correlations between the approximate solutions and the exact
one decrease, and consequently, the reduction of variance becomes less efficient.
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Figure 8.6: (a) Optimal scaling parameter 7opt,aq and (b) corresponding variance reduction
factor vrf,, as a function of the polar scattering angle. The solid lines correspond to the case
where the control variable is based on the first iterate of the method of FIRES and the dashed
lines correspond to the case where the control variable is based on small amplitude perturbation
theory to first order (for the reflection amplitude). All simulation results were obtained by
averaging over 500 realizations of the surface profile function in order to obtain satisfactory
averages. Blue: p-polarized light; red: s-polarized light. The physical parameters are the same
as the one from Fig. 8.1(b). Figure taken from Paper [4].

Figure 8.6(a) shows the value of the optimal scaling parameter 7oy as a function of the polar
scattering angle in the case of the rougher surface 0 = A/20. It can be seen that the optimal
value roughly oscillates around 0.8 for FIRES and 0.5 for SAPT in average over scattering
angle and explodes for p-polarized light at the critical angle (due to the zero of the scattering
intensity at the critical angle). The optimal scaling factor is smaller for SAPT than for FIRES
since it has to compensate for a large deviation of the approximation which, in both cases,
overestimates the exact solution (see Fig. 8.1(b)). Figure 8.6(b) shows the variance reduction
factor in the case where the scaling parameter 7 is optimized. The variance reduction factor
reaches an average value (over scattering angles) around 0.2 fro FIRES. Therefore one would
need about five times fewer realizations to reach a desired variance on the estimated average
as compared to what would one need without applying the method of reduction of variance.
Concerning the control variable based on small amplitude perturbation theory, the control
variable does not reduce the variance as much as that based on the method of FIRES, even
when optimized, as can be seen from Fig. 8.6(b). The variance is reduced only by about 50% in
average over the scattering angle. This is due to the fact that the perturbation approximation
is not as good as the FIRES approximation, thus the correlation between the fluctuations of
the exact solution and that of the approximation is smaller.

The method of reduction of variance is then expected to work best with decreasing level of
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Figure 8.7: (a) Optimal scaling parameter 7op¢ and (b) variance reduction factor vrf as a function
of the polar scattering angle. The solid lines correspond to the case where the control variable
is based on the first iterate of the method of FIRES and the dashed lines correspond to the case
where the control variable is based on small amplitude perturbation theory to first order (for the
reflection amplitude). All simulation results were obtained by averaging over 500 realizations
of the surface profile function. Blue: p-polarized light; red: s-polarized light. The physical
parameters are the same as the one from Fig. 8.1(b). Figure taken from Paper [4].

roughness since the approximations then become more accurate. To illustrate this fact, let
us now quantify the variance reduction factor averaged over scattering angles as a function
of the rms-roughness. Figure 8.7 shows how the optimal scaling factor (Fig. 8.7(a)) and the
corresponding variance reduction factor (Fig. 8.7(b)) averaged over scattering angles evolve as a
function of the rms-roughness (other parameters such as the correlation length and the dielectric
constants are kept fixed). The average optimal scaling factor (1opt,ss)6,,6, decays monotonically
from unity for ¢ — 0 to values around 0.8 and 0.6 for the FIRES and SAPT control variables
respectively for o = 0.05\, as shown in Fig. 8.7(a). Such a behavior is consistent with our
previous observations in Figs. 8.1 and 8.6. On the one hand, as the rms-roughness is decreased,
the agreement between the approximations and the exact solution becomes better and no
scaling is need, hence nopt — 1 when ¢ — 0. On the other hand, the approximations deviate
more and more from the exact solution for increasing o, over-estimating it for the considered
system (see e.g. Fig. 8.1(b)), hence the decay of the scaling factor. In particular, since SAPT
deviates faster than FIRES from the exact solution with increasing o, the corresponding scaling
factor decays faster. In the case of p-polarized light, the angle-averaged scaling factor starts
to decrease for small values of the rms-roughness before increasing for larger rms-roughness
(for roughly o/X > 2%). The increasing behavior is an artifact due to the divergence of the
scaling factor at the Brewster scattering angle. By excluding the Brewster scattering directions
from the angle-average, the scaling factor can be shown to decay in a similar way as for
s-polarized light. Now turning to the variance reduction factor, we observe, as expected, that
the angle-averaged vrf increases with the rms-roughness as illustrated in Fig. 8.7(b). In other
words, the reduction of variance becomes less and less efficient with increasing roughness as
the approximations become poorer and poorer. Not surprisingly, the variance reduction factor
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for the control variable based on the method of FIRES is always smaller than that based on
SAPT. We note that as the rms-roughness goes to zero the vrf goes to zero, which is consistent
with the fact that both approximations converge towards the exact solution in the limit of the
planar surface. Figure 8.7(b) shows that (vifaa)g, ,, is consistently greater for p-polarized light
than for s-polarized light which can partly be explained due to the Brewster scattering artifact.

The presented method of reduction of variance does not require any significant additional com-
putational burden and can be considered as free compared to solving the reduced Rayleigh
equation for a given surface realization, even when using an iterative method. The presented
method hence has a rather interesting computational cost to variance reduction ratio, and we
would recommend it in practice, in particular with the use of a control variable based on the
FIRES approximation. As illustrated in Fig. 8.7(b), the reduction of variance is significantly
reduced for very weakly rough surfaces, and only a few realizations would be needed to ob-
tain a trustful average. However, for such very weakly rough surfaces, it may be argued that
the analytically averaged approximations already represent excellent solutions and there is no
real need for the Monte Carlo simulation. The real interest of the application of reduction of
variance techniques lies in the intermediate roughness regime for which analytically averaged
approximations deviate significantly from the exact solution, but not too much as to have the
potential of yielding a significant reduction of variance. In the case of rougher surfaces, more
accurate approximations should be developed in order to increase the correlation between the
speckles obtained by the approximate and the exact solution. Such approximations could be
made by attempting to average observables based on higher orders of SAPT (see e.g. Soubret
et al. [53]) or higher iterates of the method of FIRES although such a process becomes cumber-
some. Finally, when the surface becomes too rough, it should be kept in mind that the reduced
Rayleigh equations are expected to fail to model the problem of scattering as was illustrated in
Chapter 7. Other approaches must then be considered.

8.8 Summary

The main results obtained in the present chapter are the following. In complement to the study
of the convergence of iterative methods for sinusoidal surfaces in Chapter 6, some illustrative
examples of the use of iterative methods have been given in the case of randomly rough surfaces.
The use of iterative methods was shown to yield a significant speed up for solving each scattering
problem involved in the Monte Carlo simulation of the average intensity diffusely scattered by
random surfaces. Moreover, we have derived closed form approximations for the mean differential
scattering coefficients obtained from the scattering amplitudes given by SAPT and the method
of FIRES to order one. These expressions are accurate for weakly rough surfaces and have an
insignificant computational cost. Finally, we have exposed a technique of reduction of variance
based on control variables built from the aforementioned approximations, and we have shown
that the variance of the averaged observables can indeed be reduced on a few examples. The
variance reduction factor was also quantified as a function of the rms-roughness. It was shown
to increase (i.e. become worse) as the rms-roughness is increased which intrinsically is linked to
the fact that the approximations become poorer with increasing rms-roughness hence degrading
the correlations between the approximate speckle pattern and the exact one.
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Chapter 9

More on perturbation theory

"There are two great rules of life: 1) never tell everything at once.”
Ken Venturi.

In the present chapter, we develop the framework of small amplitude perturbation theory on
two fronts. First, we extend the derivation of SAPT which was presented in Section 6.2 to
the case of a multi-layer system for which the reduced Rayleigh equations were derived in
Chapter 3. As for the case of a single interface, we will obtain recursive expressions to determine
iteratively the successive orders of the expansion for the reflection and transmission amplitudes.
In particular, special emphasis will be given to the amplitudes expanded to first order and the
corresponding incoherent component of mean differential reflection and transmission coefficients.
Within the first order approximation for the amplitudes, we will show that: (i) In the case of
non-cross correlated interfaces, the overall incoherent component of mean differential reflection
(resp. transmission) coefficient is the sum of the mean differential reflection (resp. transmission)
coefficient for the corresponding systems for which only one of the interface is rough at a time
and the remaining are planar; (ii) In the case of cross-correlated interfaces, cross terms induced
by the interface-cross-correlations must be taken into account in addition to the uncorrelated
case. This results will be at the basis of the study of Selényi rings and their interface-cross-
correlation induced enhancement and attenuation which will be studied in Chapter 10. The
second development of SAPT which is suggested in this chapter is to consider perturbation of a
structured surface, like a periodic grating for example. So far we have considered a surface profile
to be a perturbation of a planar surface. Instead of considering that the reference interface is
planar, we will assume that the reference system is a structured surface, for which we assume
that the reduced Rayleigh equations can be solved, and then we study small perturbations of
the reference structure. A typical example of interest would be the study of the influence of
small defects, or roughness, on top of a clean periodic grating. The hope of the presented
method is that it may yield within a first order of the perturbation more accurate results than
SAPT applied directly to the whole surface seen as a perturbation of the planar interface for
somewhat higher order. Indeed, proceeding by perturbation of the structured surface, the zero
order corresponds to the exact solution of the structured unperturbed surface, which would take
a priori infinitely many orders to represent if it were considered itself as a perturbation of a
planar surface. In other words, the reference unperturbed system would contain all the multiple
scattering events and the perturbed system, whose amplitude is expanded, say, to order one,
would yield a single scattering correction to the unperturbed solution for the structured system.
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9.1 Generalization of SAPT to layered systems

We have seen in Chapter 6 how to compute the perturbative solution to any given order for a
system composed of two media separated by a single randomly rough or periodic interface. What
about generalizing this calculus to a layered system such as the one presented in Chapter 37 To
this end, let us consider the system composed of a stack of n+ 1 media separated by n interfaces
from Chapter 3. By using the notations introduced there, we know that the reduced Rayleigh
equations for the reflection amplitude is given by Eq. (3.20)

d?q .
/ 9n+1 1 R (q|po) W =-0;1, (Plpo) ; (9.0)

where we recall that the forward n-interface transfer kernel is defined as

Ginti nan d’p. &
0. 1" (P [ Py) = Z an/ Z ag/eiglln* (Pt [Pn) - O (p, | py) (271')22 Sl

with the single-interface kernels @ defined for successive media, i.e. I,m € [1,n + 1] such
that [l —m| =1, a,b € {£}, by Eq. (3 4) as

et (pla)=o; ' (p) T (pla) M (pla) . (9.2)
The perturbative method consists in expanding each single-interface kernel in a series of Fourier
moments as we have done in the previous section. However, in order to avoid unnecessary lengthy
expansions, we first introduce some notations that will allow us to keep a compact derivation
and that can further be useful for numerical implementation. We define

= any1,a1,(m) def
@rwjll,l1 (pn+1‘pn| |p2\P1) =

_ n—1 _; —a, , 9
Z Qn Ol,rHlJ (pn+1) [(ln+10ln+1(pn+1) - anan(pn)] " e l[a,,,+1a,,,+1(p"+l) anan(py)ldn Mn +1 an (pn+1 ‘pn) t
an=%

— mi—1 _jlasa —aja az,a
> azay ' (py) [a202(py) — ar0a(py)] e ilazea(p2)mamen (POl Vg (p, |p,) (9.3)
as=+
where m = (myq,--- ,my,) € N” is a multi-index. Here we have made the choice of factorizing

the phase factor e *(%+1%+1(Pj11) =005 (P - wigh d; = (¢;) being the offset height of the j*h
interface, from each factor J. aj_fj’a’ (Pj+1|pj) for later convenience. Given this definition, an
expansion of the n-interface kernel in Fourier moments is given by

An41,a1 Z)‘ml (m ) (m1)
0,11 (Pnta [Pa) = - V(Ppsr —Pp) - W (Py — 1)
U
an+1,a1,(m) d? P2 d? Pn
®n++1 1 (pﬂ+1 Ipﬂ | . ‘p2 | Pl) (271_)2 i (271_)2
def = ’L)‘ml lln ai,
= Z m! n++1171 10 (p7l+1 ‘P1) ) (94)

m=0

where > 0 dff D=0 Domn—os [M[ =371, m; is the length of the multi-index, and m! =
mq!-- mn!, and for all j € [1,n],

B (q) = . / e (G —dy)™ (x) %, (9:5)
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is the Fourier moment of h; def ¢j —d; of order m;. It is then clear that Zfb’rﬂial’(m) (Pn+1 | P1)s

defines by Eq. (9.4), is a term of order |m| in products of surface profiles. As before, the
reflection amplitude can be expanded as in Eq. (6.3b). We are now ready to start the derivation
of perturbative expansion. By plugging Eqgs. (9.4) and (6.3b) into Eq. (3.20) we obtain

< (—i)m L
Z ) z ™ plpe) . (9:6)

() "
Z /Zn;l’,l (pla) RY (a|po) -

/l !
m’ 0 J: m=0

Summing over all multi-index m is equivalent to summing over subsets S,,, = {m € N" | |m| =
m} of multi-index of constant length m, i.e. that we have > 00 (= > > (> o , therefore

m=0 —
the previous equation can be re-written as

i Z w .Z+"+’(m/)( lq) RY) (q| Z Z )" *w(m)( | Do)
m'! ! n+1,1 plq a|po) Z,.i (P|po) -
m’:Om’ESm, m=0meS,,
J
(9.7)
We then use the definition of the multinomial coefficient in multi-index form as |m|!/m! = (‘El)
to obtain

o (i)™ m' +4.(m) ) d*q
ZWmZ ) | 2 09 R (alpo) (55

m’'=0 'es
j=
o .
(=)™ +,
:72 m! Z m Zn+11 (p‘pu)
m=0 mesS,,

We now make a change of summation index j <> m — m’ on the left hand side of the above
equation. This makes clearly appear terms of order m in product of surface profiles. We obtain

m m’ 4+,(m’) R d2q
Z Z m" m'! (m —m/)! Z (m/)/zn+1(1 (plq) R™ )(q\pn)w

m=0m’ m'eS ,

_ % (_n?,m > <m> Z; ™ (p|po) .

m=0 : mesS,,

which can be re-written with the use of the definition of the binomial coefficient (:::,) as

> )" N (m m’ ++(m) (m—m) &y
25 2 () 5 () [ wlo e e

m’=0 m’ESm,

3 (_Z’)m m ,—,(m
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' mes,

m=0

It is now time to identify terms of same orders in the left and right hand sides. For m = 0,
only the term for m’ = (0,---,0) remains in the left hand side, only the term m = (0,---,0)
remains in the right hand side and we have

d%q
[ 250 @l RO alpo) s =~ 25 (0 po). (95)
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which, when expanded, reads

- +,+,(0) d?p, d%q

2
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_ 70 5 (0) ~ +,—,(0) d?p, d2p,
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From the definition of the zero order Fourier moment, we have ﬁ;o) (q) = (27)% 6(q), which yields

= +,+,(0) ~+,—.(0)
®n+1,1 (plpl---Iplp) R (p|pPo) = *(277)2 ®n+1,1 (Po|Pol - |PolPo) 6(P —Py) - (9.5)

Here we recognize the result obtained in Chapter 3 for a stack of flat interfaces

— 4, -1 def
RO(p[py) = — [6751(p0)]  ©717.1(po) 2m)%6(p —po) “ oLy 1 (py) 2m)0(p —po) . (9:6)

where 0,17} (o Dol -+ PolPo) = 175 1(py) and 6,11 (PolPol -+ [PolPo) =
(:)2-7;1,1(130) as can been seen from the definitions in Eqgs. (3.25) and (9.3). This result must be
understood as a generalization of the similar result obtained for a single interface. Indeed, for
a single interface, we have shown that the order zero of the perturbative expansion corresponds

to the Fresnel amplitudes for the corresponding planar interface.

For orders m > 1, we have

" /m m'\ [ ot (m’ - d?q m —(m
S (n) s (1) [z el R @) gk = 5 (D)2 wien

m’=0 m'eS , meS,,
(9.7

By isolating the term corresponding to m’ = 0, hence m’ = (0,---,0) and using that for all
j € [1,n] we have E;O)(q) = (2m)%6(q), we obtain

=++:(0) m m ,—(m
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which yields
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We have finally obtained a recursive expression giving the m™ order term in the reflection
amplitude expansion as a function of terms of lower order terms. Note that Eq. (9.7) has the
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same structure as Eq. (6.11), with the major difference lying in the complexity of the kernel
containing product of Fourier moments of the surface profiles. One can verify that one recovers
Eq. (6.11) by applying Eq. (9.7) in the case n = 1.

Remark 9.1. We have treated the case of reflection for fixing the ideas, but the same method
applies for transmission. We will avoid going through yet another detailed similar derivation,
and simply give key steps here. We recall that, with the notations from Chapter 3, the reduced
Rayleigh equation for transmission through a stack of n 4+ 1 media is given by Eq. (3.21)

d2
/ O1iri1 (p1a) T (alpo) (35 = 11 (22000 —po) I (9.7)

where we recall that the backward n-interface transfer kernel is defined as

. . i d’p, d%p
Tlnilﬂ P.|Pnta) = Z a2/ Z Qn / @al * (pa | P2) -+ 9Z,ﬁi1“ (Pr | Pnts) (27;2 (271,)22 :

az==%
(9.8)
We define
~ n (
9(11177(-1{—;1 (pl | P2 | e ‘ Pn | pn+1) =
> azail(py)(a101(py) — asan(p,y))™ e P mazea ) NI (p, [py) -
as==
Z an pn anOén(P") _ an+1an+1(pn+1))m"71 e*i(a"an(p,,)*an+1un+1(pn+l))dn Man an+1 (pn | pn+1) ,
9.9)
and the expansion of the kernel in series of Fourier moments is given by
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After expanding the reduced Rayleigh equation and identifying orders, we obtain that the zero
order satisfies

/ZMH (plq) T (q\po)( ) = M1 (27)°8(p —py) I , (9.11)
which yields
T =— e T @m)s(p —po) X 7O 27)25(p — 9.12
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where O] nt1 (PolPol -+ [PolPo) = Oy, 11(Pg)- For orders m > 1, we have
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which yields
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and finally, the recursive formula for successive orders reads

) plpg = =[] 3 (1) X () [z wla T @leg o
(9.13)

First order and mean differential scattering coefficients

In the same way we obtained simple closed form expressions for the mean differential scattering
coefficients when restricting ourselves to the first order amplitudes in the surface profile function
in Chapter 8 in the case of a single interface, we can obtain similar expressions when considering
the first order amplitudes in product of the surface profile functions in the case of a multilayer
system. Applying Eq.(9.7) for m = 1 we obtain

St -1 m d?q
RY (p|p,) = [0,7,0)] D [z:m (PIPo)+ / Zi™ 0l a) R (alp) 55
meS;
— ot -1 ,—,(m m 0
—— o] X [Z Y elpe) + 20 o lpe) AR (914)
meS;

Here we have used the previously obtained expression for R(® (q|po) in Eq. (9.6), and in
particular the fundamental property of the Dirac delta. From the definition of Z;ﬁ*ll”lal"(m)
[Eq. (9.4)] it is clear that for m = (1,0,---,0), (0,---,0,1,0,---,0) (with a 1 in position j) or

(0,--+,0,1) the integration reduces to

a1, (L0, . &t 1an,(1,0-.0)
zo 0 (o) = iV (p —pg) O @l 1plPpoy) (9.15a)
nt1,a1,(0,++,0,1,0,--- ,0 ~(1 ~ an41,a1,(0,---,0,1,0,---,0)
zyrim ' (p[po) = A" (p —py) O 1" (| [Plpol-[pg) (9.15b)
J times
nt1,a1,(0,-+,0,1 A ~ant1,a1,(0,+,0,1)
zo OO (p o) = A (p — pg) O Py | Py). (9-15¢)

It is convenient to group terms with common factor ij = ﬁgl) in Eq. (9.14), which leads to

n

R™ (p|p,) = Z (P—po) A} (P|P0) (9.16)
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with

—1
L i ~ +,—,(0,-++,0,1,0,+- ,0)
AV e Ipo) =~ 01| (O, ® 1P lpol | Py
j times
+14.(0,-++,0,1,0,-+,0) o
+®n+1 1 Pl lplpo| -] Po)PiH)-l,l(Po) . (9.17)
J times

Similarly, the transmission amplitude to first order in products of surface profiles reads

T (p | po) Zh p—po) 7" (P Po) (9.18)
with
1 == b 5= (0,:.0,1,0,:.0) 0
V(@ Ipo) == [O1nP)] 01 @l IpIPol- I P)7lialp) . (919)
J times

The corresponding incoherent component of the mean differential scattering coefficient are then
easily expressed as

ORap _ [ w \% ercos” O, 29,
(Goim), = () S S5 oo mitbemisloing o2
OTup [ w2 7,Jrlco% 9t (1

<8§2t (p|p0)> *(%) o8y ;;G]kp Po)Ty s (P |Po) Ty (P | Po)  (9.20b)

Gin(p —py) & <’3/j(pflﬁ>o)f7 (p— po)> . (9-20c)

incoh

We can give an intuitive physical interpretation of the above expressions. The term G is the
Fourier transform of the covariance of the fluctuations h; and hy of the surface profiles ¢; and
Cgx- It is then expected to be proportional to ooy where the (0;)1<j<n are the rms-roughness
parameters the respective interfaces. Consequently, if assume all the interfaces but the ¢th one
to be planar, all the covariance terms but that for which j = £ and k& = ¢ vanish which leads to

(9Rff) w \2 €1 cos?6,
< Salmlp)) ) = (50) st ot —po)lefs (pIPo) (9.212)
" incoh }

: cos By
BT(Z)
< 70, % (p |py)
incoh

Here we have denoted by g the power spectrum of the k" interface. The resulting expressions
correspond to the diffusely scattered intensity scattered by a system for which all interfaces but
the £*" are planar under the single scattering approzimation. This means that, for this system,

( w )2 Ei/fl cos? 6, ( | ®| 2 (0216
2rc) 2 cosg, o7 9e(p —Po)l7i s (P | Po) > 21b)

we can picture the overall scattering amplitude to be a sum of probability amplitudes over all
possible optical paths for which one single scattering event is allowed on the rough surface, but
allowing any arbitrary number of specular reflections and refractions within the layers prior
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to and posterior to the scattering event. In particular, the above formula takes into account
interference effects due to the phase differences underwent by different paths within the layers,
and is encoded in the amplitudes péla)ﬁ (p|po) and Té( 036 (P|Po).- Now let us imagine that the
system is made of layers whose all interfaces are rough, but for which no pairs of interfaces are
cross-correlated, i.e. that G, = ;i 0]2- gj for all j, k € [1,n]. Then the incoherent component of

the mean differential scattering coefficients reads

8R(uncorr) n 8R<J>

-7 B _

< o (p|p0)> Z< a6 (@ P0) (9.22a)
incoh Jj=1 incoh

OT(uncorr) n (()T(])

ToB _

< 9 (p|p0)>4 ) §< 70, % (p|py) . (9.22b)

This means that the intensity of the diffusely scattered light for a system with un-cross-correlated
interfaces is, within the single scattering approximation, the sum of the intensity one would
obtain for the corresponding system where only one of the interfaces is rough at a time. This
indicates that, on average, we would not observe interference effects resulting from a path which
experienced a scattering event on a surface j with a path which experienced a scattering event
on a surface k. This is due to the fact that the interfaces are not cross-correlated, therefore
from one realization of the stochastic process to the next the phase difference between two such
paths would be an uncorrelated random variable hence resulting in optical incoherence. Note
however, that paths experiencing a scattering event on the same interface still have correlated
phase differences and may lead to interference effects (as one would observe if one only of the
interface were rough). In the most general case where the interfaces may be uncorrelated,
two paths experiencing a scattering event on different interface may interfere constructively
or destructively, hence modifying the interference pattern one would obtain by summing the
interference patterns of the corresponding systems where only one of the interfaces is rough.
Indeed, we can re-write Eq.(9.20) as

(uncorr)
aRa,@ _ aRaﬁ
<Tm(p|p0)>incohi <m(p|p0) . h

w \2 € cos?b, *
+2 (27”) “eosly Re |3 Giu(p —Po)fias (| Po) piis (P Po) | (0.23a)
} j<k

(uncorr)
aTaﬁ _ 8To¢[‘3
<8Qt (plpo)>mh— <8S2t (PlPo) -
mcon

3/2 2

w2 € cos” 0,
2(-) 2= Re | Y Giulp—Po)7 s (P Po) Ty (P Po) |
(271'(?) 1/2c0890 j<k ’ '

(9.23b)

where it should now be clear that the cross terms which can take both positive and negative
values may yield interference enhancement or attenuation. Note that the non-negativity of
the intensity is preserved since we always have 2Re(z2') < |z|? + |#/|? for any two complex
number z and 2’. Such an interference phenomena induced by the cross-correlation between the
interfaces was studied in Paper [3] demonstrating the mechanism of selective enhancement and
attenuation of the Selényi rings in the case of a system with two cross-correlated interfaces. In
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Chapter 10, we will explain in more details the analysis based on optical paths experiencing
a single scattering event by constructing a dedicated deductive model which we will show to
be numerically indistinguishable from the small amplitude perturbation results exposed here,
hence justifying the described physical picture, and how this analysis is used to interpret the
phenomenon of selective enhancement and attenuation of interference rings in the intensity of
the diffusely scattered light.

9.2 Perturbation of a structured surface

We have seen previously how to construct approximate solutions of the reduced Rayleigh
equations by considering the surface profile as a perturbed planar interface. Indeed, we
have shown that the zero order term in the power series expansion corresponds to Fresnel
scattering amplitudes. This approach is found to be widely used in the literature for studying
the scattering of light by randomly weakly rough surfaces, where the average surface is
planar. It could also be of interest to study the effect of random deviation from a structured
surface. For example, a manufacturer of gratings may wish to asses how random small®
scale defects affect the optical diffraction response. In particular, one may expect that if the
random deviations of the grating profile are two large in some sense, the diffraction peaks
would smear out and thus lower its angular resolution. Another case of interest, in radar
detection, could be the study of electromagnetic wave scattering by the ocean. Water waves
at the surface of the ocean can be described by the superposition of waves of different spatial
scales. Typically, this could be a long range tide wave and smaller wavelets induced by the
wind. Therefore, the surface encountered from the electromagnetic wave can be seen as a
perturbation of the long range waves. In these cases, it seems more appropriate to consider
perturbation of the grating profile, or the long range water wave, rather than perturbation of
the planar interface. To illustrate the method we will consider the case of single interface system.

€1 23 = (o(x) €1 w3 = Co(x) +e(x)

&3 €2 &3
Ideal system Perturbed system
(a) (b)

Figure 9.1: Illustration of an ideal system defined by a surface profile (y (a) to which a pertur-
bation ¢ is added (b).

Let the surface profile ( be defined as the sum of two terms, a large scale component ¢y that
may be thought of as an ideal grating profile, and a small scale component ¢ that corresponds

'small compared with the grating parameters
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to a perturbation. The kernel scalar factor jfr’z is now expanded as follow

\71{7;3 (pla) = (bay (p) —acy, ()" / e~ P —a)x ,—i(bar (p) —aam (a)) (Co (%) +2 (X)) 2,

; n

' (bay (p) —aaum, (q))”*l / e~ iP —a)x ,—i(ba; (p) —aam (a)) Co (x) on (x) d%z
.

; 7

Z (b (p) —aau (@) ™ (p @) (9.24)
Here, we have defined the following integral transform of the n'® power of ¢ as

5?57(" (pla) = / e~ (P —a)x ,—i(bay (p) —aam (q)) Co (x) on (x)d%z . (9.25)

Remark 9.2. Note that the zero order term in Eq. (9.24), or equivalently Eq. (9.24) in the limit

€ — 0, corresponds to jz m for the unperturbed system that we will specifically denote j Lm
this case. We will denote similarly all quantities relative to the unperturbed system.

In a similar fashion as what we have seen in previous sections, we obtain that the reflection
expansion amplitudes satisfy

oo (—’L')'"' m m o4 (m) ~ 4,4, (m) (m—m’) d2q
2 m! > m) | 21 (pla) ©;; (pla)r (qlpo)w

m=0 T om/=0

,—,(m =+,—(m)
:—Z O (o 1p0) 657 0 1pe) -

Identifying orders yields for m = 0,

o+ d?q o +,—
[ 6 e la) ) alpn) 5 =~ 651 (pIpo). (9.25)

and for m > 1,

o +,+ m d2q —(m ,(m)
[ & la) s (alpo) 5 =~ <l o po) 635 1m0

m 2

-3 () [ @l 8 el s e . 020)
We observe that Eq. (9.25) is nothing but the reduced Rayleigh equations for the unperturbed
system and does not depend on the perturbation . Hence the zero order term in the reflection
amplitudes expansion is solution of the unperturbed problem. The higher order terms can be
computed recursively as can be seen in Eq. (9.26). However, a significant difference compared
to the method of perturbation of a flat surface is that one must solve an integral equation for
each order. Nevertheless, this should not a problem. Indeed, as we saw in the case of the direct
method, Chapter 5, solving a reduced Rayleigh equation translates numerically to solving a
linear system. In fact, if one is able to solve for the zero order term, solving for higher order
terms is almost free if the right hand side is given. Indeed, the kernel stays the same at all orders
and is identical to that of the unperturbed system. A good numerical strategy then consists
in making a LU factorization of the unperturbed kernel for the zero order and then re-use this
factorization for each order. In fact, the challenging part of this method is to compute efficiently

7 (p | q).

the factors €]
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9.2.1 Perturbed grating

Let us know analyze the case where the unperturbed profile ¢y is periodic. In this case, we know
ot +

from Chapter 4 that the unperturbed scalar factor J,; in the kernel and the unperturbed

solution r(® read

o+,+
Jar (Pla)=(2m)? > 5(p¥ —q) J721 (pla), (9.27)
£e7?
r (q|po) =¥ (a|po) = (2m)2 D d(a—p§™) ™ (py).- (9.28)
meZ?

with the short hand notation p® = p — G® and pém) = Py +Gm) and GO are reciprocal
lattice vectors. Plugging Egs. (9.27) and (9.28) into Eq. (9.26) for m = 1 we obtain

50" @) (1) (5@ —) &1
Z Oy, (P [PY) (P | py) = — 32 1 (PlPo) O3 (PlPo)
Lez?
m)y =) m)y o(m
=3 S e e 6507 o I i) ™ (py) - (9.29)

meZ?

Remark 9.3. Compared with the ideal periodic case, Eq. (9.29) requires to sample p. This
is to be expected since the unperturbed grating is a priori not periodic. If the perturbation

€ is periodic with the same period as the ideal profile, then factors a’;‘i’(” can be expressed

as a sum of Dirac deltas, similarly as J 2’1 . In that case, v (p | p,) will also necessarily be
expressed as a sum of Dirac deltas as is r® (P|Po), and the linear system will not require to
sample p similarly to what we have seen in Chapter 4. To be more specific, in that case, it is
straightforward to show, following the method from Chapter 4, that the first order correction
satisfies

r (a]po) = (2m)* Y d(a—py™) r™(py) (9.30)
meZ?
and for all £ € 72,
o +,+
. £ m m 1 14 1), (e
3 6u0 0 I pg™) 2™ (pg) = — £ Vo | po) €51 (0 | po)
meZ?
- Z ~++(1) (e) ‘ (m)) ++(1)( (()z) | p(()m)) f“(m)(po)7 (9.31)
meZ?
with
a,(n 1 —1 - B —q — 2
& (p] q) = ;/ ¢=ip = a)x g=ilban (B) —aan (@) G0 () o () 42 | (0.32)

It is clear that by induction, the same can be said for Eq. (9.26) for m > 1.

But what if the perturbation is not periodic? In this case, r)(p | p,) has no reason to have
weight on a discrete set of points anymore and we would in fact rather expect it to be a density
from a physical point of view. Indeed, it is known from experiment that random defects on
grating have a tendency to smear out the discrete diffraction peaks. Therefore, we understand
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that it is quite natural to obtain an equation that requires us to sample the in-plane wave-
vector space, or p-plane. However, we notice that it is not necessary to sample the whole
p-plane. Indeed, for a given p, solving Eq. (9.29) gives r())(p | Py) evaluated a the set of points
{p — G¥ | £ € Z?}. Therefore, solving Eq. (9.29) for a set of p spanning the primitive reciprocal
lattice cell will yield knowledge of the solution (to first order) in the whole plane.

9.2.2 First order coherence matrix for a randomly perturbed grating

We are know assuming that the perturbation is a stochastic process with the following properties

e(x)) =0, (9.33a)

(
(e(x) e(x)) = a2 W(x,x') . (9.33b)

Where W known as the auto-correlation function. Here the angle brackets denote an ensemble
average over realizations of the stochastic process.

For a given realization of ¢, we consider Eq. (9.29) for incident polarization 3, i.e. we con-
sider incoming p- and s-polarization separately. Equation (9.29) multiplied to the right by its
Hermitian conjugate yields

o +,+
ST 6, (01 p9) Y@ | py) 1 <<“|po>*@ (o | p
LETZ2 072
,(1) ,(1)
|2 921 -8 (p|Po) @21 B (P|Po)Jr

,—,(1
= e (p[po)
,—,(1 1 m ,(1) o(m
+ 3 eV mlpo) eV [ ) 651 (pIpe) K5 (o) 5

meZ?

+,+,(1)

(| ™)

+,4+,(1 m)y _+,—,(1 +,+,(1) m), o(m +,—,(1)
+ 3 e W e e (p1pe)” €51 (p | ™) #5V(p) €315 (pIpo)
meZ?
+Z Z €++ 1)p|p )52+1+(1)(p‘p(m))
meZ2 m' €72

+,+,(1)

m)y o(m ° +,+,(1) m’
x 0,1 [ ™) £ (pe) £5 (00)T ©21 (b | BI)T (9.34)

Now taking the ensemble average of the above equation yields

5" ©y /D) (5® W@ o\ G T @nt
>3 6, (p|p®) <r.5 ®“ [ po) iy (P | Po) >@2,1 (pp“)

Lc7? 8'ez?
= (lex <”<p|po>|>e2lﬁ (®[ps) 815" (b Ipo)’
m)\x\ AT~ m +,+,(1) m
+ 3 (5O Ipe) Ve 18 ) 81 (01po) 5 (00) 650 (e | pE)T
meZ?

1 m 1 * ~+,+,(1) m)y o(m ~+,—,(1)
+ 3 (=@ ™) e 1)) €207 o 1 i) 15 (0) 6515 ([0)'

meZ?

Y < Yp | p™ )6§1+(1)(p\p(m>)>

meZ? m’ €Z?

+,4,(1)

m o(m’ Lo (1) m’
X @2 1 (plp ( )) ([3 )(Po) If([f )(PU)T 0, (p| pé ))T- (9.35)
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Equation (9.35) is an equation for the so-called first order coherence matriz

(0@ o) GO 100))) (0.35)

L0 €r?
The elements of the coherence matrix contain covariances of the random first order reflection
amplitude perturbations in the directions p® and p(el) for incoming /3 polarized light. In other
words, it contains information about speckle correlations.

Remark 9.4. The diagonal of the coherence matrix are proportional to the first order incoherent

mean differential reflection coefficient.
In order to solve Eq. (9.35), we need to first set up its right hand side, which contains factors
of the form <52’1’(1 (plQq) agf (1)(p | q’)*>. Let us analyze such factors in more details. By

definition of 52 (1) , Eq. (9.25), and interchanging integrals and ensemble average, we obtain

(55w a5V p )

_ / / (~ilp = @) x+i(p —a)x’ ilban (p) —acrs (@) Co () +ilben () —a’arnn(a)" G0 () (o(x0)2(x)) A2’ AP

_ / / =il — @) xchilp — ) (=ilbar (p) —acy (@) Co () +i0 ()=’ (@) €00 2 (x, ) 20 A%
(9.36)

Homogeneous pertubation

In the case where the perturbations have an isotropic homogeneous auto-correlation function
we can write that the auto-correlation function is a function only of the difference between two
points, i.e. (¢ (x)e(x)) = 02 W(x —x'). In this case, we can write

< 5o la)enMip | q’)*>

_ / / ¢=ilP — )il —a')ox o =ilban (p) —acy () G () +iex () =0’ (@) 00 2717 (x — ) %2 d2a
// —ip () il X —a ) =il ) G0 )it 1) 00 G2p(x — ) dRa! . (9.37)

Here we have introduced the shorthand notation ’ylb’sl(p |q) = bay (p) —aay, (q). Via a change
of variable u = x — x’, we obtain

< 5O la)eh Vi | q’)*>

_ Uz/ TP () /e—i<q’ () —a %) =il (B @) o )+l (B a)" olx —w) g2, g2,

= o° / e P U (n) (flli’;,ll[p la] * lef;’:’ [p| q']") () d*u. (9.38)

In the last step, the inner-most integral has been written as a convolution product of the functions
b, b a’
fimp|d] and £ [p | Q'] defined as

b,a

flb:L[p la(x) = i Xe=t (P la) Go(x) (9.39)
The square bracket [p | q] simply serves to stress a dependence on p and q which play the role
of parameters here. The right hand side in Eq. (9.38) reads as the Fourier transform of the
product of the functions W and f “pla)* ;?7;? [p |d']*, which, by the use of the convolution
theorem, can be written as the convolutlon product of the Fourier transform of
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How do we solve it?

Equation (9.35) may seem rather complicated to solve at first sight. It looks complicated for
several reasons. First, we need several lines to write it down, but the brave reader who made
it here should not have any difficulty to identify each term and convince oneself that each
term can be computed separately using techniques we have seen previously. Second, Eq. (9.35)
looks like the linear systems we have been used to so far in this work, but not quite. On
one hand, the "rows” of the linear system are indexed by a continuous variable p, and on the
other the unknown is a matrix sandwiched between two other matrices. The fact that the
rows are indexed by a continuous variable p is rather natural from a physical point of view
as already mentioned in a previous remark. It suffices indeed numerically to sample p on a
discrete set of points within the unit reciprocal cell of the grating. Concerning the matrix-
sandwiched form of the linear system, we will expose now how some appropriate re-indexing can
be used to recover a good old matrix-vector form. To this end, it suffices to consider the term

5. (o1 p®) (xD(p® W) (@) 5. (b | pt ~ /

©,, (p [ PY) <rﬂ P | py) 5’ (P | po)>@z,1 (p | p'“))! for a given p, £ and £/, and
abstract it to a product of three 2x2 matrices A X B for clarity. Now let us compute explicitly
the product

a a T T b b
C_AXB-— 11 G12 11 T12 11 b2

az1 a2 T21 22 ba1  ba2

a11b11711 + a11b12%12 + a12b11721 + arebiowar  a11b21®11 + a11b22x12 + a12b21T21 + a12b2222

a21b11711 + 21612712 + a22b11721 + 22012722 a21b21711 + a21b22T12 + 22021721 + a22b22T22

Now, instead of seeing C = (¢j;)1<i j<2 as a 2x2 matrix, let us rather see it as a four component
vector, and similarly for X. To be more precise, we construct the isomorphism 1 between
Ms32(C) and C* defined as

C11 x11
C x

c=yC) =", X=ux)=|""]. (9.40)
C21 21
Co2 T22

Then the equality C = A X B in the space of 2x2 matrices is equivalent in the space for four
component vectors to the equality

c11 a11b1r  aibiz  aizbin  aiabia 11
C12 a11bor  aiibae  aizbar  aiabae T12
= , (9.41)
c21 az1bir  azibi  axbin  azebi Ta21
C22 a21bo1  az1baz  aszbar  a2abaa T2
which we can write as
C=A®BX', (9.42)

where A ® B denotes the Kronecker product of the matrices A and B (and is defined by
Eq. (9.41)).
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9.3 Summary

In this last chapter of Part I, we have presented the detailed derivation of small amplitude per-
turbation theory applied in the case of multilayer systems and a derivation of small perturbation
theory for a structured surface. We have shown that in the case of the multilayer system, for
which the reduced Rayleigh equations have been derived in Chapter 3, a perturbative expansion
of the scattering amplitudes is obtained in a very similar fashion as in the case of a single inter-
face system with the difference that the expansion must be taken in order of products of surface
profiles. In addition, we have derived closed form expressions for the mean differential scattering
coefficients obtained when the amplitudes were approximated to order one in product of surface
profiles. We have shown that the diffuse intensity can be expressed as the sum of the diffuse
intensity of the associated systems where only one of the interface is rough at a time and the
remaining are planar in the case where all the interfaces are uncorrelated, and that additional
cross terms encoding the interference induced by the correlations between the surface profiles
must be taken into account when the surface profiles are correlated. We have then explored how
the perturbative method may be adapted to structured surface. The idea is that the surface
profile may have two scale components; a large scale component representing an ideal struc-
tured profile and a small scale perturbation added to it. Instead of treating the whole profile
as a perturbation of a planar surface, which is expected to yield poor results if the large scale
component as a significant amplitude, we have chosen to adapt the technique to perturb from
the structured surface with the hope of obtaining more accurate approximations. Indeed, the
response of the ideal structured can be computed exactly once and then the correction due to
the small scale component remains to be computed approximately. Focusing on the first order,
we have obtained a linear system for the average coherency matrix and we have briefly explained
how the problem could be solved numerically. The latter method could be of particular interest
for applications ranging from the design and quality control of optical grating to the scattering
of electromagnetic wave from the ocean.
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Chapter 10

Single randomly rough interface

”Oh, la belle obscurité. [...] On ne sait plus ce que c’est que lobscurité.

A force de vouloir faire la lumiére sur tout, on ne distingue plus rien ![...]
Regardez, regardez ce coin sombre ! Tout a Uheure a la lumiere il passait inaper¢u.”
Les ombres d’antan, Raymond Devos (1973).

In this chapter, we present numerical calculations and a theoretical analysis of the scattering
response of systems made of two media separated by a randomly rough interface. We will
limit ourselves to a regime of weakly rough surfaces, for which approximations based on first
order small amplitude perturbation theory are sufficient to accurately describe the scattering
response. In fact, we will start by considering the case of a system made of two dielectric media
separated by a randomly weakly rough surface for which one can observe phenomena associated
with physical mechanism which have been identified only recently Paper [2]: the optical Yoneda
effect and the Brewster scattering effect. The solution given by small amplitude perturbation
theory, which we have treated simply as a particular iterative method up to this point, will
prove to be a powerful tool which can lead to the understanding of the underlying physics of
the observed phenomena. This is the reason why, we will first revisit the solution given by the
first order perturbation theory and re-write it in a form which intimately relates to physical
mechanisms. The discussion is adapted from Paper [2]. Finally, effects due to higher order
scattering events for metallic surfaces will be mentioned briefly.

10.1 Scattering by a dielectric interface

The present section is devoted to the study of the scattering of light by a randomly rough surface
separating two dielectric media. Numerical simulations based on Monte Carlo simulations (see
Chapter 8 for details about the methods) of the reduced Rayleigh equations and the solution
given by small amplitude perturbation theory (SAPT) to first order (for the scattering ampli-
tude) in the surface profile will be used for our exploration. The Monte Carlo simulation will
essentially be used to justify the use of the pertubative solution or stress deviations which then
may be explored further by analyzing higher order terms. In the following, the dielectric con-
stants of the media are denoted €; and €2, the smallest and largest of the two dielectric constants
are denoted respectively €pnin and €max, 0 and a denote the rms-roughness and the correlation
length of the surface with Gaussian height distribution and Gaussian auto-correlation function
respectively (unless otherwise specified).
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10.1.1 Physical interpretation of SAPT to first order

Let us start by revisiting the solution of the reduced Rayleigh equations given by SAPT to first
order in the surface profile function. The aim here is to use the approximate solution to shed
some light on the physical interpretation.

Order zero - Revisiting the Fresnel amplitudes
Consider first the zero order reflection amplitudes given by Eq. (6.8), and which are nothing else

but the Fresnel amplitudes, and hence can be written as (see Section 2.3 for derivation)

a1(pg) — a2(Py)
a1(py) + @2(py)
e2a1(pg) — e122(Po)
e201(pg) + €102(py)

(0)

P (10.1a)

(Po) =

0
PLy

(po) = (10.1b)

The Fresnel amplitudes as written above, in terms of components of the wave vectors along
&5, are common expressions. They can be recast to make appear the angle of incidence and
the angle of reflection if we so wished. The form of the Fresnel amplitudes given in Eq. (10.1)
is rather compact but hides the microscopic physical mechanisms underlying the macroscopic
response. The reflection amplitudes can be re-written in a different manner, which are obtained
directly from Eq. (6.8) together with the definition of the M?’ﬁl matrix in terms of the change
of local basis between polarization vectors, Eq. (2.45), and read

(0) —_ (0 és (pO) ) és (p[)) a
Pss (Po) = P (Po) 3.(po) - 8.(Po) (10.2a)
é+2(P0) &,1(Po
(0) — 5,0 D, D, .
Pep (Po) = £ (Pg) &5 (py) 1 (Py) (10.2b)
() — 21(Po) — a2(Po) .
p(py) = arloe) T onloe) (10.2¢)

Here we have defined the scalar reflection amplitude p(o) (pg), which corresponds to the reflection
amplitude for a scalar wave reflected by a planar interface subjected to the continuity of the
field and its normal derivative with respect to the surface (see Section 2.6). The factorization in
Egs. (10.2a) and (10.2b) is elementary, but nevertheless interesting when it comes to the phys-
ical interpretation of the Fresnel amplitudes. Indeed, the rather unusual factorized form of the
Fresnel amplitudes expressed in Egs. (10.2a) and (10.2b) reveals that the reflection amplitude of
the zero order field is the product of the reflection amplitude of the corresponding scalar problem
P9 (py) (which is independent of polarization) and a factor which is dependent on the polariza-
tion state. We have chosen on purpose not to simplify the dot products (all equal to unity) for
s-polarized light in Eq. (10.2a) to show the similarity with the second factor in Eq. (10.2b), and
that both are related to the dipolar nature of the radiation emitted by the elementary scatterers
in the media (atoms, molecules). The factorization can be interpreted microscopically in the
following way. The amplitude of the reflected wave is given by the contribution of arrays of
scatterers emitting coherently, or in phase, after being excited by the incident wave as viewed
as propagating in vacuum between the scatterers. The superposition of the elementary wavelets
emitted by each scatterer forms the reflected and transmitted waves. The resultant waves can
be described by the superposition of spherical waves and their amplitudes are encoded by the
term p(® (p,) for the reflected wave and 7() (p,) for the transmitted wave (see Eq. (10.3)). This
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result is what one would get for the reflection of a scalar wave based on the Huygens principle.
However, the polarization of the incident field excites the elementary dipole associated with each
scatterer along different directions depending on the polarization state of the incident wave. For
a s-polarized wave incident in the (&, &;s)-plane each dipole is excited along &,. Knowing that
the radiation of a dipole is isotropic in the plane orthogonal to the direction of oscillation (see
Section 1.3), the dipolar polarization projection reduces to unity independently of the angle
of incidence in Eq. (10.2a). This is the reason why the reflection amplitude for a s-polarized
wave reduces to that of the scalar wave in Eq. (10.2a). For a p-polarized wave incident in the
(€1, &3)-plane each dipole is excited along a direction in the (&, é;)-plane. This direction is a
priori different in the different media and depends of all the waves viewed by the scatterers in
the stationary regime, and is a priori not straightforward to determine based on a microscopic
theory. Nevertheless, for obvious symmetry reason, the oscillations are always in the plane of
incidence and result in a modulation of the scalar reflection amplitude due to the dipole radia-
tion pattern in the plane of incidence. This is precisely the nature of the modulation obtained
in the second factor of Eq. (10.2b). This factorization and its microscopic interpretation was
suggested by W. T. Doyle in Ref. [27] with the aim of providing a solid physical interpretation
of Brewster’s law. The detailed analysis and physical interpretation given by Doyle was based
on the Ewald-Oseen extinction theorem, in particular, the original derivation given by Ewald
based on microscopic optics [28]. Similarly the transmission amplitudes are given by

7 (py)

O ) 0 3

=P ) e.py) (10.32)
T(O)(PO)

SOy~ ") .

o0 (Po) &1 (D0)-8,.2(P0) (10.3b)

(32 (a5} )
O(py) = & 21Po) p )(al(po)—az(po)), (10.3¢)

w2 (61 — 62)

where we also make explicit the scalar-polarization factorization.

Total internal reflection — We have seen in Chapter 1 that the phenomenon of total internal
reflection occurs under the condition that light is reflected in the optically denser medium
(e1 > €2). We have seen that the critical angle of incidence 6y = 6. = arcsin(ng/n;) for total
internal reflection corresponds to the transition at which the transmitted wave goes from being
progressive for 8y < 6. to being evanescent for 6y > 6.. Equivalently, this condition may be
written for a critical norm of the in-plane wave vector p. = ngw/c, such that for all in-plane
wave vectors where | p, | > p, the incident power is entirely reflected. The phenomenon of total
internal reflection is controlled by the factor p<0)(p0) which is present for both polarizations.
This observation indicates that the phenomenon can be analyzed from a scalar wave picture
decoupled from polarization effects. In a few words, total internal reflection occurs whenever the
refracted wave is evanescent in the medium of transmission, and therefore it cannot transport
energy away from the surface. Let us analyze in some details the behavior of the reflection
amplitude p(o)(po) as one varies the incident in-plane wave vector p, and in particular across
the threshold |p, | = pe. At normal incidence, p, = 0, and p(¥)(0) = (n; — na)/(n1 + na) > 0
which lies on the real line. For |p,| < pe, both a1(py) and az(py) are real and hence so is
PO (py). As | pg| = pe, PV (py) increases on the real line towards the value 1 when ag vanishes,
and a1(py) = Ve1 — ez w/c for |pg| = pe. When |py| > pe, aa(py) = i/P2 —e2w?/c? turns
pure imaginary and p(o) (pg) draws a circular arc in the lower half of the complex plane (negative
imaginary part) with unit modulus. It is immediate to see that [p(®) (p,)| = 1 for | py | > p since
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in this case, p(*)(p,) is of the form 2*/z = exp(—2i¢p) where z = r exp(i¢p) is a non-zero complex
number. As |p,| — niw/c, the reflected wave (as well as the incident wave) reaches the limit of
propagation in the first medium and o (py) — 0 which makes the reflection amplitude real and
negative, equal to —1. To sum up, as | py| goes from the critical point p. to grazing incidence
niw/ec, the reflection amplitude traces a half circle in the complex plane with unit modulus.
The argument of the complex reflection amplitude, hence varies from 0 to —7 rad. This gradual
change of phase with the angle of incidence in the regime of total internal reflection is known
as the Goos-Hénchen phase shift [17, 59]. It can be interpreted as follows: If we regard the
reflected and refracted waves as two pieces of a single mode, then as the wave enters the second
medium, in which it is evanescent, it oscillates while propagating along the surface before it
eventually goes back into the first medium where it can continue to propagate to infinity. As
the wave propagates along the surface, it acquires a temporal delay which depends on its wave
vector. This delay is translated into a phase shift with respect to the incident wave.

Remark 10.1. Note the presence of the factor aq(py) — @2(py) in the transmission amplitude
of the scalar wave in Eq. (10.3¢) which is identical to the numerator of the reflection amplitude
in Eq. (10.2c). The analysis of this term on total internal reflection hence leads to a similar
behavior for the transmission amplitude, in the sense that T(O)(po) leaves the real line and
traces a path in the complex plane when total internal reflection occurs. This fact illustrates
the coupling between the reflected and the transmitted waves, which may be interpreted as two
components of the same mode.

Brewster’s law, Ewald triad and dipole radiation — For non-magnetic media, the Brewster
phenomenon for reflection by a planar surface can only be observed for p-polarized waves. We
have seen in Chapter 1 that the so-called Brewster angle of incidence for which the reflection
amplitude for a p-polarized wave vanishes was found to be equal to 8y = g = arctan(nz/nq).
Moreover it was observed that the Brewster phenomenon occurs when the geometrical condition
of orthogonality between the wave vector of the (non)reflected wave and the wave vector of the
transmitted wave is satisfied. It is often argued in textbooks that the physical mechanism at the
origin of the Brewster phenomenon is the fact that the dipoles in the medium of transmission
oscillate along the electric field of the transmitted wave and consequently, since dipoles do not
radiate energy along the axis of oscillation, no energy can be radiated in the direction given
by the wave vector of the reflected wave under the aforementioned condition. However, this
explanation, although attractive, cannot be complete. Indeed, as was pointed out by P. Lorrain
and D. R. Corson in Ref. [89], the Brewster phenomenon can also be observed when the incident
wave is incident in a dielectric medium and impinges on the surface between this dielectric and
vacuum. In such a case, there is no dipole oscillating in the vacuum. Doyle resolved this issue
in Ref. [27] by careful examination of the so-called Fwald wave triads in each medium based on
the original microscopic derivation of the extinction theorem by Ewald [28]. Let us analyze the
Brewster’s law in the light of Eq. (10.2b) following Doyle’s reasoning.

From Eq. (10.2b), it is clear that the Fresnel amplitude for p-polarized light is proportional to
é; 2(Pg)€,1(Pp). In other words, the Fresnel amplitude is proportional to the component of the
unit incident electric field (given by &, ,(py)) along the direction given by é;z(po). What does
é; 5(Pg) correspond to? The direction given by é;;z(po) corresponds to the local p-polarization
direction for a wave whose wave vector is given by k;r(po), i.e. a wave which propagates
upwards as if it were propagating in medium 2. Therefore, it seems that the reflected amplitude
for p-polarized light depends on a projection of the incident field along the polarization vector of
a seemingly nonexisting or virtual wave, propagating along the wave vector k;(po)‘ The virtual
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wave does, in fact, have a physical interpretation which was provided by Doyle [27] based on
the concept of wave triads introduced by Ewald [28]. The physical system considered by Ewald
is made of a dense array of dipole scatterers, constituting the dielectric medium, occupying a
half space. This array of dipole scatterers is excited by an incident plane wave incident from
the vacuum half-space and which is present in the whole space, including the space in between
the scatterers. Ewald argued that, in a stationary regime, the dipole scatterers would respond
to the excitation and to their mutual interactions, via the waves scattered by each elementary
dipole, in such a way that there exist planes of scatterers of coherent response. This means
that all dipoles within such a plane oscillate in phase. Consequently and due to the fact that
the array of scatterers is bounded within a half space by a planar interface, Ewald showed that
the superposition of the elementary waves emitted by each individual scatterer results in the
propagation of three plane waves: two waves named vacuum waves propagating with a phase
velocity equal to ¢ and one wave propagating with phase velocity ¢/n named the polarization
wave, where n corresponds to the refractive medium made of scatterers within the macroscopic
picture. The polarization wave, which propagates with phase velocity ¢/n, corresponds to
the transmitted wave in the macroscopic picture, while one of the waves propagating with
phase velocity ¢ serves to exactly cancel the incident wave within the dielectric medium. The
remaining wave propagating with phase velocity ¢ exits the medium and corresponds to the
reflected wave. The wave vectors of the different waves are, as expected, given by Snell’s law,
and Ewald’s derivation can be regarded as a microscopic validation of Snell’s law.

Ewald’s result can be generalized to the case of two half-spaces filled with dipoles of different
dipole moments and separated by a planar interface. The main difference being that the
superposition of the waves emitted by the scatterers on both sides of the interface must be
taken into account. According to Doyle [27], this yields three wave triads: one triad for the
incident wave, one for the reflected wave and one for the refracted wave. To be more accurate,
it can be shown that to the incident polarization wave in medium 1, propagating with phase
velocity ¢/ny and wave vector ki (py) is associated two waves propagating with phase velocity
¢/ny with wave vectors ki (p,). Similarly, to the reflected (resp. refracted) polarization wave,
whose wave vector is given by ki (py) (resp. k; (py)), is associated two waves propagating with
phase velocity ¢/ng (resp. ¢/n1) and wave vectors ki (p,) (resp. ki (py)). The amplitudes of
the waves in the triads are linked by the so-called dynamical conditions [27]. The amplitudes
of the different waves are such that (i) the wave associated with the refracted polarization
wave and propagating along ki (p,) in medium 2 cancels the incident wave and (ii) that
the superposition of waves associated with the incident and reflected polarization waves and
propagating along ki (p,) vanishes (more details can be found in Refs. [27, 28]).

In our analysis of Brewster’s law and, more generally, in the analysis of the Brewster scattering
effect in the case of the diffusely scattered light, it is convenient to introduce the concept of
Snell-conjugate wave vectors, or in a more abusive language Snell-conjugate waves. The wave
vectors k§(p) and k§(p), i.e. wave vectors satisfying the dispersion relation respectively in
medium 1 and 2, sharing the same projection in the (&;,&,)-plane and pointing either both
upward or downward, will be referred to as Snell-conjugate wave vectors.

Let us come back now to the polarization dependence of the reflection amplitudes for p-polarized
light in Eq. (10.2b). We readily observe that p,()%)(po) is proportional to é;2(p0) - &,1(po)
which indicates that the amplitude of the reflected wave is controlled by the component of the
incident field along the p-polarization vector associated with the Snell-conjugate wave vector
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of the wave vector of the reflected wave. This is a clear indication that the direction of the
dipole oscillation is intimately linked to waves in the Ewald triad. How can Brewster’s law be
rephrased in view of Eq. (10.2b) and with the concept of Snell-conjugate waves in mind? In
the case of a planar interface between two dielectrics, the Brewster phenomenon is commonly
defined as the extinction of the p-polarized reflected wave, that is when the right-hand side in
Eq. (10.2b) vanishes. It is clear that, assuming €; # €3, the Fresnel amplitude vanishes if and
only if é;Q(pO) -€,1(pg) = 0. In other words, the condition for Brewster’s law can be rephrased
as the orthogonality between the polarization vector of the incident wave and the polarization
vector of the Snell-conjugate wave associated with the reflected wave. This slightly different way
of stating Brewster’s law is of course equivalent to the common result from textbooks. Indeed,
it e, (pg) - é;;r,z(Po) = 0 it is immediate that ki (py) - k5 (Pg) = 0, i.e. that the angle between
the (non)reflected wave and the transmitted wave reaches 90°. However, we will see below that
the new geometrical criterion proposed above holds when applied to a Snell-conjugate wave
vector associated with a non-specularly scattered wave.

Concerning the transmitted wave now, Eq. (10.3) shows that neither the s- nor p-polarized
zero order transmitted wave vanishes in general. No Brewster angle is known for transmission
through a planar interface. This fact does not, however, prevent the existence of Brewster
scattering angles in the diffusely transmitted light as we will see when analyzing the first order
term of SAPT.

First order

Scalar waves — We analyze now the first order amplitude given by SAPT. Let us consider first
the case of a scalar wave subjected to the continuity of the field and its normal derivative with
respect to the surface (see Section 2.6). According to Section 2.6, it suffices to replace the Mﬁ’ﬁ7
matrices by k1ksw?/c? and the identity matrix by 1 in Egs. (6.12) and (6.19) to obtain the first
order reflection and transmission amplitudes for the scalar problem. This yields

RV (p|py) = (e1(p) — e2(p)) {(p — po) [1 + V) (py)] (10.4a)
TO(p | py) = (a1 (p) — a2(p)) <(p — po) 7V (py) - (10.4b)

The first point to notice in Egs. (10.4a) and (10.4b) is that both the reflection and transmission
amplitudes are proportional to (o (p) — aa(p)) {(p — Py)- Second, this common factor encodes
to whole p-dependence of the amplitudes. Indeed, the remaining factors 1+ p(®) (p,) and 7 (p,)
respectively, only depend on the incident in-plane wave vector p,. How should we interpret
such a factorization? Since the reflection and transmission amplitudes vary in the same way
with p, we can say that both the elementary reflected wave with in-plane wave vector p and the
elementary transmitted wave with the same wave vector p are coupled. They can be viewed as
two pieces of a single scattered mode. In fact, for scalar waves, we have 1 + p<0)(p0) = T(O)(po),
which gives R (p | py) = T (p | py); the first order reflection and transmission amplitudes are
equal! This strengthen the coupled mode interpretation. Furthermore, since there is no summa-
tion over intermediate wave vectors q, we can consider that a scattered mode characterized by
a wave vector p is decoupled from a scattered mode characterized by a wave vector q # p. The
scattered modes are, however, coupled to the incident wave which acts as a source. It is also
fruitful to go back to the derivation of SAPT to get a intuitive understanding of the meaning of

the factor (a1(p) — a2(p)) (P —Py). This factor originates from the Taylor expansion of the
exponential factor exp[—i(baz(-) — a1(-))¢(-)] in the definition of the J-integral. What the
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jllig—intcgral encodes is intuitively a sum of complex amplitudes along the surface where each
scattered path will experience different phase shift depending on their scattering event along the
surface. The factor exp[—i(bas(-) — a1(+))¢(-)] can be thought as a phase factor varying along
the surface. The factor (a1(p) — a2(p)) Cp— Py) originates from the linear approximation of
this phase factor. Thus it corresponds to the approximation of the interference pattern resulting
from single scattering events with phases linearly approximated. In other words, it gives the
speckle pattern. Taking one step further in our interpretation, (ai(p) — a2(p)) ¢ (p —py) can
then be roughly said to be a probability amplitude for a change of in-plane wave vector (or
momentum) from py to p. This is not the entire reflection nor transmission amplitude yet.
We still have to give an interpretation to the remaining factors in Eq. (10.4). The factor
1+ p©(p,) is the sum of the incident unit field and the corresponding reflected zero order
field, hence it describes the total zero order field in medium 1. Similarly, 7(0)(p0) is the zero
order transmitted amplitude and it describes the total zero order field in medium 2. Thus the
first order reflected and transmitted amplitudes are proportional, respectively, to the total zero
order field in the medium of reflection and transmission. In other words, we can say that it
is not only the incident wave that acts as a source for the first order waves, but the sum of
the incident and scattered zero order field. We can summarize our overall interpretation as
follows: the first order reflection and transmission amplitudes are the product of the total zero
order field which characterizes a zero order state and a common probability amplitude for a sin-
gle change of in-plane momentum from py to p given a zero order state characterized only by pg.

Electromagnetic waves — Now that we have given a physical interpretation to the first order
amplitudes for scalar waves, let us consider the case of electromagnetic waves. The first order
amplitudes for electromagnetic waves are given by Egs. (6.12) and (6.19). We have seen when
discussing the Fresnel amplitudes that, in view of a physical interpretation, it was beneficial to
express the MY? matrices in terms of the polarization vectors according to Eq. (2.45). Following
the same idea, we express the first order amplitudes as a function of the polarization vectors as

RM(p|py) = (a1(p) — a2(p)) <(p — Po) #V (P | Py) (10.5a)
TO(p |py) = (a1(p) — a2(p)) {(P —Po) 7 (P | Po) (10.5b)
b 6.(p) -6,(py) + 12(g) &.(p) -&,(py) _ &,(P)- EL)(y)
s s\I’0 ss 0 s s\Pg) __ “s 1,s\FF0
A (P po) = .0 6.(p) = p) o) (10.6a)
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A(1) _ &,2(P) - &,(Pg) + pss (Pg) €,,(P) - &,(Pg) _ e,,(p) Ej (pg) 10.6b
P (PPo) &5,(p) -2, (p &H(P) - &5, (p) (10.60)
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52(p) &, (Po) + (P &1 (Po)piy) (Po) _ &5(P) EIJ(D0)
frp (P po) = &,(p) - &.,(p) AT R
for the reflection amplitudes and
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&,(p)-&,,(py) &(p)- g’[))(po)
é.(p)-é,(p) o é.(p)-&,(p) (10.7¢)

&,1(p) &,(py)  &,,(p) - ES)(py)
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#D(p|pe) = 0 (py) (10.7d)

for the transmission amplitudes. Here we have defined the total zero order field amplitudes in
media 1 and 2, for s- and p-polarized incident light, as

Egos (pO
(U) (

) @+éﬂmﬂsmw
Po) = €,1(Po) +P(O)( o) € ;,1(1)0)
E(O s(Pg) = (0)(90) é,(po)

B{)(py) -

Po (0) » (Po) €,2(Pg) -

The factorization suggested by Eq. (10.5) is very similar to that given by Eq. (10.4) for scalar
waves. We have already discussed the factor (a1 (p) — az(p)) {(p — py) for scalar waves and it
keeps its interpretation for electromagnetic waves. The difference between electromagnetic and
scalar waves reside in the last factor, p(!)(p | py) and #™)(p | p,) respectively for the reflection
and transmission amplitude. In the case of scalar waves, the last factor encoded the state of
the scalar zero order field. The factors p(M(p | py) and () (p | py) also encodes the state of the
electromagnetic zero order field. Indeed this is readily seen from Eq. (10.8) where E;.?B)(po) is the
sum of the S-polarized unit incident (if j = 1) field amplitude and the corresponding zero order
scattered field. We will hence call Eg%(po) the total zero order field amplitude. What is even

more interesting now, compared to the case of scalar waves, is that the amplitudes p™ (p | p,)
and f'(l)(p | py) also depend on p and not only on p,. By a close inspection of the expressions
given in Egs. (10.6) and (10.7), we note that all these amplitudes can be written as
) B

& -(p)- &3, (p)

g [V E

2 (10.9)

with & = p or 7, j, = 1 or 2, and a, = + respectively for x = p and z = 7, and j, = 1 if j, = 2
and j, = 2 if j, = 1. We also adopt the convention that & ;(p) = &,(p) independently of j
and a. Stated in a sentence, the amplitude is given by the the total zero order field amplitude
projected on the Snell-conjugate polarization vector of the measured polarization normalized by
the similar projection as if the total zero order field were replaced by the measured polarization
vector. The normalization can be puzzling at first, so let us start by interpreting the numerator
in some particular cases. In the case of s — s reflection we have that ﬁg)(p | py) is proportional
to &,(p) - Egoz (pg)- This seems quite intuitive, since it means that the probability of scattering
to a s—polariéed wave with wave vector p is proportional to the projection of the zero order
field along the outgoing polarization state vector. Consider now the first order reflection
amplitude pﬁ)(p | py). It is proportional to él';g(p) . Eg(po)7 which means that the probability
for scattering to a p-polarized wave with wave vector p is proportional to the projection of the

zero order field along the polarization vector of the Snell-conjugate wave (&6 ,(p)) associated

P,2
with the outgoing polarization vector (é;l(p))A This is slightly less intuitive than the s — s
case. What this means is that, in virtue of Ewald’s interpretation discussed for the Fresnel
amplitudes, it is the Snell-conjugate wave that controls the polarization coupling. This fact is

the analogue of what we found for the reflection of a p-polarized wave at a planar interface,
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Eq. (10.2b). For s-polarized waves, this interpretation still holds since Snell-conjugate pairs
always have the same s polarization vector.

Let us attempt to summarize the overall interpretation of the first order amplitudes for
electromagnetic waves as we did for scalar waves in a few sentences. The first order refiection
and transmission amplitudes for polarized waves are the product of a common probability
amplitude for a single change of in-plane momentum from py to p, which is of a scalar nature,
with a probability amplitude for a polarization coupling between the outgoing wave and the
zero order state. The latter probability amplitude for polarization coupling, i.e. to scatter to a
a-polarized wave with in-plane wave vector p from an incident B-polarized wave with in-plane
(0)

wave vector Py, is proportional to the projection coefficient of the total zero order field Ejm ﬁ(po)

along the polarization vector of the Snell-conjugate wave associated with the measured wave.

The following subsections aim at analyzing the consequences of the aforementioned amplitudes.
We explain the physics of the Yoneda ring phenomenon which is of a scalar nature and is easily
explained in terms of coupled modes. We will also analyze in detail the Brewster scattering
phenomenon which is a generalization of the Brewster phenomenon for a planar interface, by
giving a simple geometrical interpretation and a clear intuitive picture in terms of oscillating
dipole radiation. Finally, we will predict a new effect, that of a circularly polarized Brewster
scattering which occurs when the zero order wave undergoes total internal reflection. The
physical mechanism will be clearly identified as linked to the radiation of rotating dipoles. The
discussion on the radiation of an oscillating and of a rotating dipole in free space given in
Section 1.3 will be particularly helpful.

10.1.2 Yoneda ring

The first phenomenon to be studied in terms of the first order reflection and transmission
amplitudes is the so-called Yoneda ring phenomenon. A Yoneda ring is a ring of enhanced
intensity for the diffusely scattered light which is observed when the light is observed in the
denser medium. One also find the terms Yoneda peaks when one consider a cut of the intensity
of the diffusely scattered light in the plane of incidence. The peaks or ring, are named after
Y. Yoneda who first observed an ”anomalous surface reflection” (abbreviated A.S.R) in the
scattering of X-rays on different types of samples with refractive index less than unity! [90]. The
experimental investigation carried out by Yoneda was remarkably complete on many aspects.
Despite the beliefs of the time that only a specular reflection of X-rays could be observed, Yoneda
managed, with an improved setup compared to those used at the time, to demonstrate that an
off-specular peak is also present at large scattering angles (i.e. nearly grazing). Yoneda then
studied thoroughly, (i) the wavelength of the anomalous peak signal, (ii) the angular position
of the peak and its relative intensity as the angle of incidence is varied, (iii) the position of the
anomalous peak as the wavelength is varied, and (iv) this for different materials. In addition,
(v) the influence of surface roughness on the intensity of the specular and anomalous peak was
studied. This extensive study, which is summarized in a paper of barely five pages, shows the will
of the author to understand the origin of the phenomenon as well summarized by the sentence
"the ultimate solution of this problem involves the intrinsic mechanisms of A.S.R., which are
not known at present.”, as written by Yoneda [90]. The experimental study, in fact, gave all
the characteristic features of the anomalous peak and all the keys to understand the underlying
mechanism. Let us summarize some of the key points observed by Yoneda:

!This is of importance here since it means that the medium of reflection is the denser one.
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The wavelength of the anomalous peak is the same as the wavelength of the incident beam.

-

As the angle of incidence is varied, the angle of reflection of the specular peak varies
accordingly (Snell’s law) but the angular position of the anomalous peak is unchanged.
Only the relative intensity is varied. The closer the specular peak is to the anomalous
peak the larger the intensity of the anomalous peak.

=

i

=

iii. The angular position of the anomalous peak depends on the wavelength.

iv. The angular position of the anomalous peak depends on the material.

v As the surface is deteriorated by etching, the intensity of the specular intensity decreases
while the intensity of the anomalous peak increases.

Yoneda also identified that there may be a link between the position of the anomalous peak
and the type of atoms constituting the material, and made a remark on the potential role
of valence electrons. Let us comment each of the result obtained by Yoneda in a somewhat
detective fashion and in light of the theory developed in this thesis. The first observation made
by Yoneda is that the wavelength of the anomalous peak is the same as the wavelength of the
incident beam (i). This strongly suggests that the effect is linear, and can be understood from
a linear theory of the response of the material (which is what we are using in this thesis).
On the angular position of the anomalous peak, we know that it is independent of the angle
of incidence and characterized by the wavelength and material (ii-iv). Here we would like to
note that it may not be obvious from Yoneda’s experiment that the wavelength dependence is
decoupled from the material dependence. Indeed, the bulk response of a material in principle
depends on the wavelength. Hence, we can assume that the position depends on the dielectric
function (which is frequency dependent) but not necessarily on the wavelength itself. Finally,
and of crucial importance, the intensity of the anomalous peak is increased as the surface
becomes rougher (v) which indicates that the underlying mechanism can be looked for in terms
of scattering by the surface.

The Yoneda anomalous surface reflection have been investigated in subsequent works for X-rays
scattering from metallic [90, 91, 92, 93, 94, 95] and non-metallic [96, 97, 98, 99] surfaces.
The scattering of neutrons from a rough surface was also investigated theoretically by Sinha
et al [92]. The possibility of the existence of the Yoneda phenomenon at optical frequency
was first described in a paper by Nieto-Vesperinas and Sdnchez-Gil [100], who observed
numerically the presence of “sidelobes” in the angular intensity distributions of light scattered
by a one-dimensional dielectric surface. Such side lobes were also shown to be present in
the numerical investigation of light scattering from two-dimensional dielectric surfaces carried
out by Kawanishi et al. [101] and was qualified as ”quasi-anomalous scattering peaks 7. In
particular, Kawanishi et al. showed that the Yoneda peaks could be observed both in reflection
and transmission depending on whether the light was incoming from the optically denser or
less dense medium. They also observed what they called, the Brewster scattering phenomenon,
which is a zero, or near zero of intensity in the diffusely scattered light for p-polarization. The
explanation suggested by the authors was that the effects could be related to the excitation
of resonant surface waves, hence implicitly requiring a multiple scattering picture. Paper [1]
gives, to the best of our knowledge, the first experimental demonstration of the existence of the
Yoneda ring at optical frequency, corroborated with numerical simulations based on the reduced
Rayleigh equations and small amplitude perturbation theory expanded to first order in the
surface profile [1, 45, 46]. The fact that a single scattering theory, such as SAPT to first order,
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Figure 10.1: Snapshots of a red laser beam (A = 632.8 nm) reflected diffusely in glass from a
rough interface and projected onto a screen for different angles of incidence 6y € {30°,41°,44°}.
The specular direction is given by the bright spot and the Yoneda ring is well visible at an angle
of reflection around 41°. The experimental set-up is similar to the one used in Paper [1] but for
a sample with estimated rms-roughness ¢ ~ 20 nm and correlation length a ~ 7 um. Courtesy
of A. K. Gonzélez-Alcalde and E. R. Méndez.

catches the Yoneda phenomenon consequently questioned the speculated explanation based on
the excitation of resonant surface waves. Paper [2] aims at giving a clear physical explanation
of the Yoneda phenomenon within a single scattering picture, and shows the intrinsically scalar
wave essence of the mechanism (i.e. that polarization is not required to explain it). We expose
this theory in the following.

First, as an illustration of the Yoneda phenomenon in optics, Fig. 10.1 shows snapshots of a
scattering experiment generously provided by A. K. Gonzélez-Alcalde and E. R. Méndez. The
set-up is similar to the one used in Paper [1]. A thin rough dielectric film is deposited on a
glass sample to which is attached a hemispherical glass cap. The laser beam is incident on the
cap, normally to the surface of the hemisphere, but making an angle of incidence with the rough
interface. The cap is necessary to keep the angular distribution of the reflected light from the
rough surface as it is inside the glass when it is finally exiting the cap. Without the cap, the
light scattered above the critical angle for total internal reflection inside the glass cannot escape
the sample and the Yoneda phenomena is not observable. We can clearly observe in Fig. 10.1
that the scattered light projected onto a screen exhibits a fixed ring, defined by a constant polar
angle of scattering independent of the angle of incidence and above which the intensity of the
diffusely scattered light is enhanced. This is the Yoneda phenomenon. Let us now turn to some
theoretical curves. When the diffusely scattered intensity is measured as a function of the angle
of scattering in the plane of incidence the Yoneda effect is identified as two peaks symmetrically
positioned from the normal to the average plane (i.e. it is a cut of the two-dimensional ring in
the full angular distribution of the MDRC or MDTC). A characteristic property of the Yoneda
ring, is that the polar angle of scattering at which it is observed is independent of the angle
of incidence, but only depends on the dielectric constants of the media. The top panels of the
subfigures in Figs. 10.2-10.4 show the diffuse component of the MDRC and MDTC as a function
of the in-plane wave vector and as a function of the angle of scattering (double axis) for different
angles of incidence and in both cases where the incident wave is impinging from the vacuum
side or the glass side. Focusing our attention on s-co-polarized scattering, we can observe that
when the incident wave impinges from the vacuum side, sharp peaks are observed in the MDTC
at p; = £w/c for normal incidence in Fig. 10.2(d), and that these peaks remain at the same
positions as the angle of incidence is increased, although the overall weight of the distribution
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is shifted towards higher angles of scattering (see Figs. 10.2(e) and 10.2(f)). A similar behavior
is observed for the reflected light in the case of reflection in the denser medium as can be
readily seen in Figs. 10.3(a-c) and 10.4(a-c). A point worth noticing from Figs. 10.2-10.4 is that
the positions of the peaks for the light scattered in the dense medium always corresponds to
[p1] = Pminw/c (Mmin = 1 in our examples), i.e. the value of the in-plane wave vector above
which a wave scattered with | p | > i w/c becomes evanescent in the less dense medium. This
can be readily seen from the fact that the MDRC or MDTC becomes identically zero beyond
this threshold. Turning now to p-polarized light, the same observation can be made, up to
one small difference. At normal incidence, a zero of intensity is observed instead of a peak
at p; = £npinw/c. As the angle of incidence is progressively increased, the zero of intensity
shifts position and the Yoneda peaks can also be observed for p-polarized light. This zero of
intensity for p-polarized light is known as the Brewster scattering effect and will be studied in
details in Section 10.1.3. This effect is characteristic of polarized waves while the Yoneda effect
is fundamentally of a scalar nature, and the effects are decoupled from each other. The fact that
the Brewster scattering angle coincides with the critical angle of the Yoneda phenomenon for
normal incidence can be taken as a simple coincidence for the time being and will be clarified
later.

Let us analyze in more detail the behavior of the first order reflection and transmission ampli-
tudes as the in-plane wave vector of scattering p is progressively increased. As an illustration
of the discussion, the reader may find helpful to follow at the same time the different subfigures
in Fig. 10.5 which illustrate the different configurations for the scattered mode as p is increased
(Figs. 10.5(a-c)) together with the behavior of the factor (o — a2)c/w in the complex plane
(Fig. 10.5(d)). The scalar reflection and transmission amplitudes are given by Eq. (10.4) and
we have already mentioned that the whole p-dependence is encoded in the linear approximation
of the phase factor (a;(p) — a2(p)) (p— Py)- Since the intensity ring is observed on average
over realizations of the surface profile, it is more precisely the factor (ai(p) — ae(p)) which
is of interest. Hence we can assume for the sake of simplicity that |é | varies slowly. First for
| P | < pe, both the elementary reflected and transmitted waves propagate away from the surface
(see Fig. 10.5(a)), and we have that both a;(p) and as(p) are real. As |p| — p. from below,
omin(p) — 0 and oy (p) — a2(p) — Lae, with ae = /émax — €min w/c¢ being a critical out-of-
plane component of the wave vector of scattering in the medium of propagation for a critical
mode characterized by | p | = p. (see the segments on the real line in Fig. 10.5(d) corresponding
to 0 < |p| < pe). By writing p = |p| = p. — Ap, with Ap > 0 being a small variation of
in-plane wave vector, we can make an asymptotic analysis of |a1(p) — a2(p)| as p — p. from
below (Ap — 0). In this way, we obtain

[01(p) = 02(P)| 5 = [max(P) — omin(P)]

= Jemax — (e — AP)?)Y? = [emin — (e — AP)?]?
= [emax — €min + 2672 A5 — APY2 — [2¢2 Ap — Ap?)2

min
= acg — [2e 2 AV 4 o(AGV2?) . (10.10)
We have chosen here to work with unit-less quantities and denoted p = pc/w for conciseness.
It follows from Eq. (10.10) that, as Ap — 0, |ai(p) — a2(p)| increases towards o, in an
inner-neighborhood of the circle p = p.. Furthermore, the asymptotic expansion reveals that
the critical point will be reached with a sharp edge (infinite slope) for p < p. as can be
deduced from the square root behavior in Ap. This is indeed what can be observed in the
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Figure 10.2: The diffuse component of the MDRC (top row) and MDTC (bottom row) for light
incident from vacuum (e; = 1.0) onto a randomly rough interface with glass (e = 2.25) as a
function of the in-plane wave vector and the angle of scattering for co-polarized scattering in the
plane of incidence (top panel). The polar angle of incidence is indicated on top of each subfigure.
The corresponding average phase of the reflection and transmission amplitudes is indicated in
the middle panel, while the modulus of the amplitudes is given in the bottom panel. Note
that evanescent modes are also represented. We adopt the convention 6,.; > 0 for an azimuthal
angle of scattering ¢ = 0° (forward scattering) and 6,; < 0 for an azimuthal angle of scattering
¢ = 180° (back scattering). Figure taken from Paper [2].

panels corresponding to |p80)é| and \7',91)| in Figs. 10.2-10.4. Note that this behavior is the

same both for the reflection and transmission amplitudes independently of which medium is
denser. This illustrates the fact that the two waves are part of the same mode. However, as
the wave propagating in the less dense medium becomes a grazing wave, the corresponding
differential scattering coefficient is forced to vanish due to the angular dependence in cos? 6,
(s = 0, or 6; depending on the context). The modulus of the complex amplitude is nevertheless
enhanced for both the reflected and transmitted wave. This is illustrated for example in
Figs. 10.2(a) and 10.2(d), which corresponds to a case for which the medium of incidence is
vacuum. From the results presented in these figures, we can see that while the incoherent
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Figure 10.3: Same as Fig. 10.2, but for light incident from glass (¢; = 2.25) onto a randomly
rough interface with vacuum (e = 1.0). Figure taken from Paper [2].

component of the MDRC is forced to go to zero when p; — p. = w/¢, the surface-independent

(1)

factor of the reflection amplitude pss’ exhibits a sharp increase in modulus. Simultaneously,

(1)

the surface-independent factor of the transmission amplitude 755’ also exhibits a similar sharp
increase in modulus as p; approaches p.. Consequently, since the wave can propagate away
from the surface in the second medium (which consists of glass in this specific case), the
corresponding incoherent component of the MDTC exhibits a similar increase. A physically
intuitive picture for the enhancement of intensity in the denser medium is the following: We
can imagine that there is a certain amount of power allocated to the mode characterized by
the in-plane wave vector p. When both the reflected and transmitted wave may propagate to
infinity, they can share the total power allocated to the mode and transport their share of the
power away from the surface. As the wave component of this mode in the less dense medium
becomes evanescent, it is the role of the wave that can propagate in the denser medium to
radiate away the whole power allocated to the mode. Note that both the phases associated
with pg? and r§§) remain constant and equal to 0 for p; < p. for all 8y in Fig. 10.2, since
the complex amplitude stays on the real line in the case where €; < €3 independent of the
angle of incidence. Figures 10.3 and 10.4 support the same conclusion but by interchanging

the role of the media. The only difference worth noting is that the phases qﬁ:’s(l) and ¢‘;’§1)
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Figure 10.4: Same as Fig. 10.3, but for additional polar angles of incidence 6y. Figure taken
from Paper [2].

have a constant plateau for p; < p. which is equal to 0 only for 6y < 6.. The plateau is
offset for 6y > 6.. This overall phase offset is due to the Goos-Hénchen phase shift associated
with total internal reflection of the zero order wave (see the corresponding discussion in
the previous section). Indeed, recall that the first order amplitudes are proportional to the
total zero order field amplitudes (see Eq. 10.4). Therefore, if the zero order waves exhibit a
phase shift, it will affect the first order amplitudes in the form of a constant phase offset for all p.

When |p | > pe, amin becomes pure imaginary and aq(p) — a2(p) thus moves off the real line.
For p. < |p| < nmaxw/c, the wave in the less dense medium is evanescent and the wave in the
denser medium is progressive (see Fig. 10.5(b)). In this regime, o;(p) — aa(p) keeps a constant
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Figure 10.5: Hllustration of the nature of the scattered couple mode in blue as the in-plane wave
vector of scattering p = p @&, is progressively increased and exhibit the Yoneda peak transition.
In the figure, €; < €y is assumed. (a) In-plane wave vector of scattering below the Yoneda
threshold, p < p, the reflected and transmitted components of the coupled mode propagate
away from the surface. (b) In-plane wave vector of scattering equal to the Yoneda threshold,
p = p¢, the reflected component of the coupled mode becomes evanescent and the transmitted
component propagates away from the surface. (c) In-plane wave vector of scattering above
the propagation threshold in both media p > npaxw/c, both the reflected and transmitted
components of the coupled mode are evanescent. (d) Path taken by (a1(p) — aa(p))c/w as p
goes from 0 to oo.

modulus equal to .. Indeed, by writing amin(P) = #Bmin(P) we have

|a1(p) - Ozg(p)| = ‘O‘max(p) - iﬁmin(p”

1/2
— [02xP) + Bin(p)]
_ - 1/2 w
= [Emax - |P ‘2 + |p ‘2 - Emin:| E
= Q. (10‘11)

The complex number a;j(p) — a(p) thus traces a circular arc of radius . in the complex
plane (see corresponding circular arcs in Fig. 10.5(d)). Finally, when |p| > nmaxw/c, both
the reflected and transmitted waves are evanescent, cumax becomes pure imaginary and hence
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Figure 10.6: Diffraction efficiency of the reflected and transmitted (1,0) order for p- and s-
polarized waves for a set of one-dimensional sinusoidal gratings with small amplitude and with
varying lattice constant (e = 2.25, e = 1). The efficiencies are plotted as a function of the
angle of reflection of the 819 of the first diffracted order which is parametrized by the lattice
constant.

a1(p)—az(p) moves along the imaginary axis (see corresponding segments on the imaginary line
in Fig. 10.5(d)). The constant value of |p§}9)| and |TS(51)| in the regime Ny, w/c < p < Nyaxw/c
can be appreciated for all angles of incidence illustrated in Figs. 10.2 — 10.4, while the phases
exhibit a smooth variation from their plateau value and decay by a total amount of —7/2 when
reaching p; = nmaxw/c. Once the threshold of nyax w/c has been passed, the phases remain
constant and the modulii decay towards zero which can easily be deduced from the fact that
a1(p) — a2(p) ~ i(€max — €min)w?/(2¢%*p) as p — oo (see Fig. 10.5(d)). The phase change
associated with the transition from the real line to the imaginary line in the complex plane is
therefore —m/2. This gradual phase change is similar to that of the Goos-Hénchen phase shift
discussed for the reflection by a planar surface. The difference of absolute total phase change,
of m for the case of the Fresnel amplitude and 7/2 in the case of the scattered waves, comes
mathematically from the fact that in the former case the amplitude is written as the ratio of
a complex number and its complex conjugate, while in the latter case there is no such ratio.
The phase consequently turns twice as fast in the former case than in the latter. A physical
interpretation of this difference is that for the Fresnel amplitude both the incident and outgoing
wave vector must vary simultaneously (since they are the same), while in the case of a scattered
wave the incident wave vector is fixed while only the outgoing wave vector is allowed to vary. In
fact, we have only analyzed the phase associated with the factor ay(p) — az(p) in Eq. (10.4).
The phase of the overall complex amplitude will be the sum of the aforementioned phase, that
given by the argument of é (p — pPy), and the phase given by the argument of the total zero order
amplitude [1 + p@ (py)] or 7(0)(p,). In particular, if the angle of incidence is such that total
internal reflection occurs for the zero order field, the overall phase of the scattered amplitude will
contain a signature of the Goos-Hénchen phase shift associated with the total internal reflection
of the zero order field in addition to the corresponding Goos-Hanchen phase shift associated with
the Yoneda effect. Note that when averaged over surface realizations, the phase contribution
coming from g: averages to zero. This supports our choice of limiting the detailed investigation
to the surface-independent factors in Eq. (10.4).
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Remark 10.2. The Yoneda phenomenon for weakly rough surfaces originates from the same
physical mechanism as the Rayleigh anamolies for periodic dielectric gratings. The continuous
set of scattered wave vectors in the case of a randomly rough surface can be viewed as probing
a diffracted order scattered from a periodic surface with continuously changing lattice constant.
It is easy to show numerically and with SAPT to first order, that the behavior of the efficiency
of a given diffractive order as the lattice constant is changed exhibits the same characteristic
peak as the Yoneda peak when its counter part in the less dense medium becomes evanescent.
This is well illustrated in Fig. 10.6 in which the diffraction efficiencies of the first reflected and
transmitted orders are plotted as functions of the angle of reflection as the lattice constant is
varied. The perturbative analysis in the case of a periodic grating is exactly the same as in the
case of a randomly rough surface with the only difference being that p must be replaced by
the in-plane wave vector of the diffractive order of interest and make the lattice constant vary
instead.

10.1.3 Brewster scattering

We can see in Figs. 10.2 — 10.4 that for co-polarized scattering in the plane of incidence, the
diffusely scattered p-polarized light may exhibit a zero of intensity in reflection or transmission
(see the panels corresponding to the MDRC and MDTC in Figs. 10.2 — 10.4) for a wide range of
angles of incidence while s-polarized light has a strictly positive intensity for all angles of scat-
tering. The phenomenon of vanishing of the intensity for p-polarized light is known as Brewster
scattering phenomenon by analogy with the Brewster angle for a planar interface. There are
three points already worth mentioning here based on Figs. 10.2 — 10.4. First, the Brewster scat-
tering angle depends on the angle of incidence. Second, the Brewster scattering phenomenon
may occur both for reflection and transmission. In addition, for a given angle of incidence,
we generally observe that if a Brewster scattering occurs in reflection in the forward scattering
direction, then a Brewster scattering occurs in transmission in the backward scattering direc-
tion (see e.g. Figs. 10.2(c) and 10.2(f)). Third, by considering the reflection and transmission
amplitudes instead of solely considering the intensity, one finds that a zero of amplitude may
be found for evanescently scattered waves (see e.g. |p1%)\ in Figs. 10.2(a-c)). This suggests to
generalize the concept of Brewster scattering to evanescent waves. Furthermore, we will see later
that, Brewster scattering may also be generalized to other polarizations when the full angular
distribution is considered. The present section aims at explaining all these features based on
the physical interpretation of SAPT to first order in the surface profile given in Section 10.1.1
and to build a physical intuition of the observations based on elementary concepts of oscillating
and rotating dipole radiations presented in Section 1.3, which are the mechanisms at play here.

Scattering in the plane of incidence

We first analyze the case of co-polarized scattering in the plane of incidence.

s-polarized waves — Why does s — s scattering yield a non-vanishing intensity? We have seen in
Section 10.1.1 that, to first order in the surface profile, the scattering amplitude is proportional
to the projection of the total zero order field amplitude projected on the Snell-conjugate
polarization vector of the measured polarization. In the case of s — s scattering in the
plane of incidence, the reflection amplitude [)g?(p | pg) is proportional to &,(p) -Egol) (pg) (see
Eq. (10.6a)). Since the scattering is in the plane of incidence, we have & (p) = és(Po) and
therefore the first order reflection amplitude reduces to that of the scalar wave Eq. (10.4a).
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Consequently, there is no extinction for s — s scattering in the plane of incidence for any angle
of incidence. The same analysis and conclusion hold for the transmitted s-polarized wave.

p-polarized waves — For p-polarized waves, the first order reflection amplitude is proportional
to é;: 5(p) - E(l?l))(po), where we recall that Eg?;(po) is the total zero order field amplitude for
an incident p-polarized wave (see Eq. (10.6d)). This is very similar to what was found for the

Fresnel amplitude for p-polarized light in Eq. (10.2b). Indeed, é;;Q(p) plays now the role of

é;2(p0) as the Snell-conjugate polarization vector of the measured wave and Eg?;(po) plays the

role of &, (py) as the source. Equation (10.6d) thus gives us a simple geometrical criterion for
Brewster scattering within first order perturbation theory:

PN 0
& ,(pp) By (pg) =0, (10.12)

where pp is an in-plane wave vector that satisfies Eq. (10.12) and hence defines a direction
kf(pB) along which the reflection amplitude vanishes. Stated in a sentence, the criterion reads
as follows.

Criterion of p — p Brewster scattering in medium 1: The set of lateral wave vectors pg
of the elementary Brewster scattered waves, for which the reflection amplitude for a p-polarized
reflected wave vanishes given a p-polarized incident wave with lateral wave vector p, are given by
the condition of orthogonality between the p-polarization vector of the Snell-conjugate scattered
waves and the total zero order field in medium 1.

Remark 10.3. Note that there may a priori be several solutions to Eq. (10.12) as we will soon
see. Also, the criterion, Eq. (10.12), for p — p scattering is not restricted to scattering in the
plane of incidence, but is valid for all scattering direction as well as evanescent waves.

A direct consequence of Eq. (10.12) is that for co-polarized scattering in the plane of incidence,
the geometrical condition can be re-stated as a requirement on the colinearity between the
Snell-conjugate wave vector and the total zero order field, which is exactly the same geometrical
criterion found in the case of reflection from a planar interface. A second corollary for scattering
in the plane of incidence is a fixed point property of the function that maps the angle of
incidence to the Brewster scattering angle ©p : 6y — ©Op(fy). We find that the Brewster
scattering angle is equal to the Brewster angle for a planar interface when the angle of incidence
is equal to the Brewster angle for a planar interface, 6y = 6g, i.e. ©p(6p) = 6, where we recall
that #g = arctan(ng/n;). This property is readily understood from the geometrical criterion
expressed by Eq. (10.12). At Brewster incidence, 6y = 6p, the zero order reflected wave
vanishes (by definition of Brewster incidence). Thus the total zero field amplitude is simply
the incident field amplitude, Egg(po) = &,,(py), and consequently, the Brewster scatter-
ing angle is necessarily equal to 6 since the criterion reduces then to that of the planar interface.

How does the Brewster scattering direction varies with the angle of incidence? We will answer
this question by using the criterion Eq. (10.12) and pure geometrical constructions. Consider
first the case of a wave incident from the less dense medium, for example in vacuum e; = 1 and is
reflected after interaction with a glass substrate eo = 2.25. Figure 10.7 presents a set of sketches
illustrating the geometrical construction leading to the Brewster direction for different angles
of incidence 6y. The dispersion relations (| kf | = kj = njw/c) giving the set of wave vectors
for progressive waves in the two media are represented as dashed circles. The wave vectors of
the incident and reflected zero order wave, ki (py) and ki (py), are drawn in black respectively
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Figure 10.7: Illustration of the geometrical criterion for in-plane Brewster scattering for different
polar angles of incidence (a-d). The dashed circles represent the norm of the full wave vectors,
given by the dispersion relations, in vacuum (e; = 1 inner circle) and glass (e2 = 2.25 outer
circle). The black arrows represent respectively the incident wave vector ki (py), which is drawn
as pointing towards the origin for clarity, and the wave vector of the reflected zero order wave,
k'f(po). The blue arrow represents the wave vector of the virtual wave, k;’(pB), from which
the in-plane wave vector of the Brewster wave, pg, is deduced by projection along é;. From
pg. the full wave vector for the Brewster wave, kf(pB), can be drawn (provided propagation
in medium 1) as a red arrow. Note that if the Brewster wave is evanescent, only pp is draw in
red as the out-of-plane component of kf(pB) is purely imaginary. The red dashed line indicate
the Brewster angle for a planar surface approximately equal to 56.3° in this case. Figure taken
from Paper [2].

pointing towards the origin and pointing outwards. Finally, with the intention of illustrating
the fixed point property of the Brewster angle at 8y = 6p, the direction corresponding to the
wave vector of the zero order non-reflected wave under Brewster incidence is indicated as the
red dashed line. The construction steps leading to the Brewster direction in Fig. 10.7 are the
following;:

1 The wave vectors of the incident and the reflected zero order waves are drawn in black.

2 The direction of the total zero order field given by Eq. (10.8b) is determined (not repre-
sented) and the wave vector of the virtual wave colinear to the total zero order field, is
drawn as the blue wave vector k3 (pg). Note that the direction of the total zero order field
may be constructed geometrically as explained in details in Ref. [102], but we skip these
steps for simplicity.

3 The wave vector ki (pg) lies on the circle of radius now/c. Its projection along &; gives
the Brewster lateral wave vector py from which we deduce kf(pB) in red. Or equivalently,
we project ki (pg) on the circle of radius njw/c along &;. Note that the reflected wave
associated with ki"(pB) may be evanescent, and in that case we simply represent its lateral
component pg as its component along €3 is pure imaginary.

For normal incidence, the total zero order electric field, and consequently k2+ (pg), is aligned
with the &; direction as illustrated in Fig. 10.7(a). This particular case yields a degeneracy
for the in-plane Brewster wave vector py. Indeed, for k3 (py) along &; there are two solutions
to the Brewster criterion in the plane of incidence given by p; = £nsw/c. Only the one
pointing to the right is represented in Fig. 10.7(a) for clarity. Since ny < ng, it follows that
| Py | > niw/c and the corresponding Brewster (non-) reflected wave is evanescent. This is of
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Figure 10.8: Ilustration of the geometrical criterion for in-plane Brewster scattering for different
polar angles of incidence (a-c). The dashed circles represent the norm of the full wave vectors,
given by the dispersion relations, in glass (e; = 2.25 inner circle) and vacuum (e; = 1 outer
circle). The black arrows represent respectively the incident wave vector ki (pg), which is drawn
as pointing towards the origin for clarity, and the wave vector of the reflected zero order wave,
k'f(po). The blue arrow represents the wave vector of the virtual wave, k;’(pB), from which
the in-plane wave vector of the Brewster wave, pg, is deduced by projection along &;. From
Pg, the full wave vector for the Brewster wave, ki (pg), can be drawn (provided propagation in
medium 1) as a red arrow. Note that if the Brewster wave is evanescent, only pg is drawn in
red as the out-of-plane component of kf(pB) is purely imaginary. The red dashed line indicates
the Brewster angle for a planar surface, approximately equal to 33.7° in this case. Figure taken
from Paper [2].

course not visible when considering the incoherent component of mean differential reflection
coefficient but it can be seen by inspection of the modulus of the amplitude, pﬁ% in Fig. 10.2(a).
There, we can readily observe that p,%,) vanishes at p; = tnyw/c. Correspondingly, the phase

,‘;Zﬁ” exhibits a jump which is characteristic of the Brewster effect. In this degenerate case,
the phase jump is equal to 7/2, while in general (non degenerate case) a m phase jump is
observed. The /2 phase jump seems to occur only in the degenerate case, which as far as we
could see, only occur at normal incidence for this system. As the polar angle of incidence is
progressively increased, the direction of the total zero order field varies, and so does the wave
vector of the Brewster Snell-conjugate wave which is now found to be unique for scattering
in the plane of incidence. Figure 10.7(b) illustrates the case where 6y = 35°, where we notice
that the projection of k;r(pB) along é; still leads to an evanescent Brewster wave. The lateral
wave vector is nevertheless closer to the propagation limit in medium 1. The corresponding
reflection amplitude is plotted in Fig. 10.2(b), where we can observe that p](g},) vanishes for p;
just above nj w/c, and that the phase exhibits a = jump. By further increasing the polar angle
of incidence the Brewster wave is found in the propagating region as |pg| < njw/c. Its full
wave vector, kf(pB), can now be represented as following the inner dashed circle as illustrated
in Fig. 10.7(c) for 8y = 50°. When the polar angle of incidence approaches the Brewster angle
of incidence, #y — 0, the wave vector associated with the reflected zero order wave, ki"(po)7
and the wave vector of the Brewster scattered wave, ki (pg), respectively drawn in black and
red in Fig. 10.7(c), approach the red dashed line from either sides. At the Brewster incidence,
0o = 0, the two wave vectors are equal, kT(pB) = k'f(po), and are aligned with the red dashed
line as explained previously. Figure 10.7(c) shows the case where 6y = 50° at a slightly lower
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angle than the Brewster angle of incidence (approximately equal to 56.3°), i.e. just before
the cross-over. By increasing further 0y, the lateral component of the Brewster wave vector
continuously decreases. The case for 6y = 70° is illustrated in Fig. 10.7(d). The Brewster wave
is well inside the propagating region as can be seen both from ng,%,) and the extinction of the
incoherent component of the MDRC in Fig. 10.2(c). Also observe the 7 jump in the phase.
Eventually, as the polar angle of incidence approaches 90°, the wave vector k2+(pB)7 does not
approach the vertical direction as one might naively expect. One must remember that the total
zero order field does not become oriented along €3 but along the direction given by the critical
angle for total internal reflection.

Consider now the configuration in which the incident wave approaches the surface in the optically
denser medium (e.g. € = 2.25 and e = 1). As for the previous configuration, the total zero
order field is along €; for normal incidence. Hence the existence of two Brewster waves in
the plane of incidence. However, the norm of the Snell-conjugate wave vectors are now such
that ko < ki and the corresponding wave vectors are situated on the inner circle (e3 = 1).
Consequently, in virtue of the geometry imposed by the dispersion relations, the wave vectors
kf(:ﬁ: pg) correspond to propagating waves in glass, and coincide with the Yoneda threshold.
This situation is shown in Fig. 10.8(a) and Fig. 10.3(a). The coincidence of the Yoneda critical
angle and the Brewster scattering angle for reflection in the optically denser medium for normal
incidence is now explained. Although the two effects are of different nature and decoupled,
they occur simultaneously in this case as a simple consequence of the geometry imposed by the
dispersion relations. Our analysis rules out the speculated explanation involving the excitation
of a resonant surface wave found in the literature [101]. By increasing the angle of incidence,
only one Brewster wave remains with a shrinking lateral wave vector (see Fig. 10.8(b) and
Fig. 10.3(b)). As in the previous configuration, the wave vectors of the reflected zero order
wave, ki (py), and of the Brewster wave, ki (pp), cross each other at the Brewster angle of
incidence (= 33.7°). We now discover an interesting effect which was not present when the
wave was incident from the less dense medium. As the polar angle of incidence approaches the
critical angle of total internal reflection of the zero order reflected wave, 6y = 6., both the Snell-
conjugate wave vector and the Brewster wave vector approach the vertical direction and reach
it for 8y = .. This situation is illustrated in Fig. 10.3(c). When 6y is increased beyond 6. a
sudden transition occurs. Let us come back to Fig. 10.4(a), where the reflection amplitudes and
incoherent component of the MDRC are shown for an angle of incidence just above the critical
angle. It seems that the Brewster scattering angle is nowhere to be found, and comparing with
Fig. 10.3(c), the curve of the modulus of the reflection amplitude seems to detach from the
abscissa axis. The Brewster scattering angle, however, comes back from the backscattering side,
visible in the evanescent region of Fig. 10.4(c) where the polar angle of incidence is 70°. Let us
explain this curious behavior. The overall behavior of the phase in Figs. 10.4(a)—(c) gives us a
good hint. We have mentioned earlier that for s-polarized light, when the zero order reflected
wave undergoes total internal reflection, the phase must undergo a Goos-Héanchen shift with 6p.
This also holds for the p-polarized zero order reflected wave, and consequently the two terms
in Eq. (10.8b) are not any longer in phase. In the configuration where €; < €9, the arguments
of the two complex amplitudes in Eq. (10.8b) are always either in phase or are separated by a
phase difference of w. Therefore, as time progresses, the real part of the total zero order field
keeps a fixed direction. In the configuration where €; > €2, the Goos-Hanchen phase shift makes
the real part of the total zero order field change direction and turn in the plane of incidence as
time progresses (it describes an ellipse). This indicates that the corresponding dipole radiation
associated with the microscopic scatterers is not expected to be that of an oscillating dipole
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anymore but that of a rotating dipole. Equivalently, we can say that the reflection amplitude of
the zero order wave, pé(,],), draws a lower half circle in the complex plane from 1 to —1 as the angle
of incidence is varied from the critical angle to 90° for the configuration €; > €3, while it stays
on the real line for €; < e3. It follows that Eg(po) has a complex amplitude with a non-zero
imaginary part. Therefore, a propagating Snell-conjugate wave cannot satisfy the requirement
of Eq. (10.12) since its p-polarization vector would be real. In order to satisfy Eq. (10.12) the
polarization vector é;',z(pB) must itself be complex (with a non-zero imaginary part), and the
Snell-conjugate wave is naturally to be expected in the evanescent region of medium 2. This
is the reason why the lateral wave vector of the Brewster scattering wave seems to disappear
at the transition 6y = 6. + Afy and then comes back from the negative p; side as the angle of
incidence is increased, revealing that the Snell-conjugate wave is evanescent.

Remark 10.4. Note that according to the definition of a polarization vector for a p-polarized
wave, é;'fj(p), given in Eq. (1.32d), the corresponding wave takes an interesting structure when
it is evanescent. For an evanescent wave, o;(p) is pure imaginary and the polarization vector
ézf j(p) hence has a real component along €; and a pure imaginary component along p. The
wave is then transverse in the sense of the complex vectors, but not in terms of their real parts.
Indeed, the corresponding real electric field is then the sum of a wave polarized along €; and
a longitudinal wave (longitudinal with respect to the lateral wave vector i.e. the real part of
the wave vector) dephased by 7/2 radians with respect to the first wave. The resulting field
therefore describes an ellipse in the (&, p)-plane.

In-plane transmission — The analysis for the Brewster scattering effect for the transmitted
waves is similar to that for the reflected waves. The analysis is left to the reader. One difference
worth mentioning, however, is that the Brewster scattering direction is generally found in the
backscattering region when the corresponding Brewster scattering for reflection is found in the
forward scattering direction. Intuitively, this effect can be related to the emission of an oscillating
dipole which yields zero emitted power along the direction of oscillation, hence producing two
antipodal zero intensity points when the intensity is mapped onto a sphere (for a free dipole see
e.g. Fig. 1.6(a)). The dipolar nature of the radiation will be clearly apparent when considering
the full angular scattering distribution in the next section.

Scattering in all directions

p-polarized Brewster scattering — The full angular distributions of the diffuse component of
the MDRC and MDTC, for normal incidence and the parameters assumed in Figs. 10.2(a) and
10.2(d), are presented in Fig. 10.9. The lower left 2 x 2 panels in each collection of panels
in Fig. 10.9 exhibit a pattern which is reminiscent of the polarization pattern of the dipole
radiation in free space discussed in Section 1.3 in the case when the dipole oscillates in the
(€1,8y)-plane (see Fig. 1.6(c)). Indeed, for normal incidence, the zero order waves and the
incident wave have an oscillating electric field either along &, for p polarization or along &, for
s polarization. Consequently, the dipoles in the media also oscillate along the direction of the
incident field. In the case of an s-polarized wave (field along &,) we have seen in Section 1.3
that the dipole radiation in free space yields zero s-polarized emission in the (&,, &;)-plane and
an overall |sin(¢ — 7m/2)| intensity, which is consistent with what is observed in Fig. 10.9(f).
In fact, for a fixed polar angle of reflection 6,, the variation along the azimuthal angle ¢ of
the incoherent component of the MDRC to lowest non-zero order in the surface roughness for
s — s polarized scattering is ezactly proportional to |sin(¢ — 7/2)| since pﬁ? is proportional to
é,(p) - €,(py), as can be seen from Eq. (10.6a), and this is the only ¢ dependence for normal
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Figure 10.9: The full angular distribution of the incoherent component of the MDRC/MDTC,
(0Xap/00%); o for X = R or T, in the p-plane of the light that is scattered from a rough
interface where the angle of incidence g = 0°. The positions of the specular directions in
reflection and transmission are indicated by white dots. The physical parameters were identical
to those assumed in obtaining the results of Fig. 10.2. The sub-figures in Figs. 10.9(a)—(i) and
10.9(j)—(r) are both organized in the same manner and show how incident S-polarized light is
scattered into a-polarized light (a, 8 € {p,s}) and denoted S — «. Moreover, the notation
o — * is taken to mean that the incident light was unpolarized while the polarization of the
scattered light was not recorded. For instance, this means that the data shown in Fig. 10.9(a)
are obtained by adding the data sets presented in Figs. 10.9(b)—(c); similarly, the data shown in
Fig. 10.9(g) result from the addition and division by a factor two of the the data sets presented
in Figs. 10.9(a) and 10.9(d); etc. Finally, the intensity variations in the plane of incidence
(p = p1 &;) from Figs. 10.9(b,f) and 10.9(k,0) are the curves depicted in Figs. 10.2(a) and
Figs. 10.2(d), respectively. Figure taken from Paper [2].

incidence. For normal incidence, this observation holds for all the polarization couplings up to
an azimuthal rotation by 7/2 for cross-polarization.

A similar dipole radiation pattern can be observed for the transmitted light (see Fig. 10.9(j-r)).
Moreover, we also observe the Yoneda phenomenon. This is the enhancement of the diffuse
contribution to the MDTC intensity above the critical lateral wave vector for the scattered
waves with |p| > p., as discussed extensively in Section 10.1.2. This is particularly visible
for out-going s-polarized light, especially in Figs. 10.9(p)—(r). For out-going p-polarized light,
we observe a dark ring of zero scattering intensity along the circle |p | = p.. This is the two-
dimensional generalization of our discussion for scattering in the plane of incidence, where we
found two Brewster waves with pp = £p. €, for normal incidence. Now we see that in the
two-dimensional p-space the solutions to Eq. (10.12) are in fact given by |p| = p.. This set
of solutions corresponds to the vanishing radiation of p-polarized light in the equatorial plane
for the case ¥ = 90° as illustrated in Fig. 1.6(c) for dipole radiation in free space. To be more
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Figure 10.10: Same as Fig. 10.9, but now for the angle of incidence 6y = 70°. Figure taken from
Paper [2].

accurate we must add all the in-plane of wave vectors of the form p = p2 é, to the previous
set to obtain all the solutions of the criterion Eq. (10.12). We thus understand clearly the link
between the criterion Eq. (10.12) and the radiation of the elementary dipoles in the media by
comparison with what have been discussed in Section 1.3.

Remark 10.5. If we had plotted the modulus of the reflection amplitude in the p-plane instead
of the incoherent component of the MDRC, a ring of zero amplitude for out-going p-polarized
would also be seen, but of course in the evanescent regime.

Consider now a larger angle of incidence, 8y = 70°, for which the diffuse contributions to the
MDRC and MDTC for incidence in vacuum are shown in Fig. 10.10. First, we observe in
Fig. 10.10(b) that for p — p reflection, there exists a closed curve of zero intensity in the forward
scattering direction. Similarly, we observe in Fig. 10.10(m) a closed curve of zero intensity for
p — p transmission but in the backscattering region. These features are analogous to those
observed in the case of the p polarization component of the dipole radiation in free space
studied in Section 1.3 in the case where the dipole tilting angle is such that 0° < ¢ < 90° (see
Fig. 1.6(b) for ¥ = 45°). The curves of zero intensity for p — p scattering in Fig. 10.10 can then
be interpreted as the signature of an overall dipole radiation whose dipole moment is tilted from
the z3-axis by some angle ©. The polarization of the reflected (resp. transmitted) light would
then derive from the northern (resp. southern) hemisphere of the radiation polarization pattern.

Let us now make this statement more precise by interpreting geometrically the criterion for
vanishing p — p scattering, Eq. (10.12), for the case of reflection and 6y = 70°. The following
construction is a generalization of the one presented previously for scattering in the plane of
incidence. The main steps of the geometrical construction of the set of directions of zero p — p
reflection are illustrated in Fig. 10.11. The steps go as follows:
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Figure 10.11: Tllustration of the construction steps leading to the set of directions of zero p — p
reflection for an angle of incidence of 6y = 70°. (a) Sketch of the average surface, the plane of
incidence and the considered wave vectors of the incident and reflected zero order waves (ki (py)

and ki (py)). (b) Construction of the total zero order field amplitude Ez()?i(po) and the plane
orthogonal to it. Note that the incident wave vector does not in general belong in this plane
as illustrated with the dashed indigo line indicating the intersection of the plane of incidence
and the plane E;?l) (Pg)*- (c) Unit vectors belonging to the lower half Egg (py)*-plane. They
correspond to the possible polarization vectors é;Q(p) of Eq. (10.12). The wave vectors kj (p)
associated with the polarization vectors é;2 (p) are then constructed according to Egs. (1.32).
Note that they lie on a sphere of radius |k | = naw/c. The color associated with the vectors
é; »(p) and k3 (p) helps us to identify the ki (p) associated with each é; 5(p) (they share the
same color). (d) The wave vectors kj (p) are projected on the sphere of radius |k | = njw/c
following the x3-direction, hence giving the wave vectors ki (p) of zero p — p reflection. (e) The
incoherent component of the mean differential reflection coefficient is shown on the scattering
sphere together with the set of wave vectors kj (p) obtained in (d). (f) Projection of (e) in the
(&1, 8&,)-plane. We verify in (e) and (f) that the constructed wave vectors indeed follow the curve

of zero scattering of the incoherent component of the MDRC. Figure taken from Paper [2].

1 The wave vectors of incidence kj (py) and of the reflected zero order wave ki (pg) are
drawn in black (see Fig. 10.11(a)).

2 The direction of the total zero order field amplitude EI(S% (py) is determined?. Note that
this direction lies in the plane of incidence (see Fig. 10.11(b)).

3 Based on E;(R (py), this determines the vector plane orthogonal to it, E;(R (Pg)t (see

2We recall that the steps to geometrically construct the total zero order field have been treated in detail in
Ref. [102], and we do not show these here.
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Fig. 10.11(b)). Note that in general this plane does not contain the incident wave vector
as made clear by the dashed line, showing the intersection of the plane of incidence with
the plane E{} (pg)" in Fig. 10.11(b).

4 Eq. (10.12) states that each polarization vector &',(p) contained in the plane Ez(ff(po)l-

P2
lead to a solution of the Brewster scattering criterion. Since the é;Q(p) vectors are nor-
malized they are distributed on a circle of unit radius on the plane E(O)(po)l, The set of

p,1
all é;2(p) vectors satisfying Eq. (10.12) therefore spans a half circle in the plane Eé?i(po)l-

as shown in Fig. 10.11(c), where a sample of polarization vectors are represented. The
fact that only the lower half circle is needed comes from the definition® of a polarization
vector é;;Q(p).

5 For each polarization vector satisfying Eq. (10.12), we can construct its corresponding
wave vector ki (p). This is done for example by using that its direction is given by

éZ’Q(p) X [é;?(p) x &;] and that kj (p) lies on the northern hemisphere of the sphere of
radius k2 = now/c. We thus obtain the cone of all wave vectors kj (p) whose corresponding
p polarization vector satisfies Eq. (10.12). A sample of such vectors are represented for
é;'z(p) and kj (p) in Fig. 10.11(c).

6 The last step consists in projecting the vectors k2+ (p) along & onto the sphere of radius
|k | = nyw/c to obtain the wave vectors ki (p) of zero p — p reflection as illustrated in
Fig. 10.11(d)).

The sampled wave vectors ki*'(p) together with the diffuse contribution to the MDRC,
mapped to the hemisphere and its projection in the (&;,&,)-plane constructed following the
aforementioned steps are respectively shown in Fig. 10.11(e) and 10.11(f). We verify that the
set of constructed wave vectors correspond to the observed curve of zero intensity for p — p
reflection.

s — p Brewster scattering — Figure 10.10(n) shows that the s — p transmitted light exhibits
a circle of zero intensity, for |p| = njw/c similar to what was observed for normal incidence
in Fig. 10.9(n). This feature is also present in reflection but in the evanescent region, and
is observed by considering the complex amplitude instead of the MDRC. The invariance of the
circle of zero intensity with the angle of incidence for the s — p scattering is simple to understand
in terms of the dipole radiation in free space. For s-polarized incident light the dipoles in the
media are all oriented along &,, independent of the angle of incidence. When measuring the
p-polarized component of the radiated light, we thus expect to obtain an underlying pattern of
zero intensity consistent with that obtained in the case of the oscillating dipole in free space as
illustrated in Fig. 1.6(c).

S-black-out and circularly polarized Brewster scattering under TIR

In order to appreciate the behavior of the amplitudes of the waves scattered in the evanescent
region as well as the ones scattered in the propagating region, it is instructive to study the
modulus square of the amplitudes instead of the MDRC and MDTC. In this section, we analyze
what is to our knowledge a new phenomenon and which can be considered as a generalization of

30ne may extend the construction to all vectors on the circle defined as the intersection of the unit sphere and
the plane E;ﬂ(pg)L7 but it would result in constructing twice the same set of wave vectors of zero scattering.
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the Brewster scattering effect for light scattered from linearly to circularly polarized light. To
this end, we show in Figs. 10.12-10.15, |pfxlg \2 in the p-plane for different polar angles of incidence.

Let 8 € {p,s,o} and a € {p,s,0™, 0~} denote respectively the polarization of the incident wave
and of the scattered wave. Here o indicates unpolarized light. The states o* denote respectively
left and right circular polarization states and the corresponding reflection amplitudes are deduced
from the p and s polarization amplitudes by

o _ 11w,
s =75 [ppﬁ izpsﬁ] , (10.13)

and similarly for the transmission amplitudes.

We consider here the case for which the medium of incidence is the optically denser one
(61 > €2), as an intersting transition occurs for the linearly to circularly polarized Brewster
scattering effect only when the reflected zero order wave undergoes total internal reflection.
Even though we treat only the reflected light as an illustration, the effect can be observed both
for the reflected and the transmitted scattered light. When studying the Brewster scattering
phenomenon in the configuration €; > ey restricted to scattering in the plane of incidence, we
have seen that the Brewster scattering effect exhibits a sudden transition when the reflected zero
order wave undergoes total internal reflection. First, the direction of zero p-polarized reflected
intensity goes towards the xs-direction as the polar angle of incidence approaches the critical
angle for total internal reflection. As the polar angle of incidence goes beyond the critical
angle for total internal reflection, the direction of zero scattering suddenly disappears from the
propagating region. We have argued that this sudden transition is attributed to a transition
of the dipolar response of the media, going from an oscillating behavior to a rotating be-
havior due to the phase shift between the incident excitation and the scattered zero order waves.

Let us now follow this transition in the full p-plane with particular attention on the scattered
circularly polarized light. Indeed, it was shown in Section 1.3 that the radiation emitted by a
rotating dipole in free space exhibits characteristic signatures in the emitted circularly-polarized
light out of the plane of incidence (see Figs. 1.6(e) and 1.6(f)). According to our understanding
of the response in terms of dipole radiation, such signatures should then also be observed for
the scattering by a rough interface under total internal reflection.

1)

For polar angles of incidence smaller than the critical angle, 8y < 6., the amplitudes Py and
pi}; are both real valued for scattering angles smaller than the Yoneda threshold. In that case,

the circularly polarized amplitudes vanish if and only if both pl(glﬁ) and p'(s? vanish simultaneously
according to Eq. (10.13). For an incident p-polarized wave (i.e. 8 = p) this occurs only where
the curve of zero p — p scattering (cf. previous subsection) intersects with the plane of incidence
in which p — s scattering is identically zero. This fact is illustrated for normal incidence in
Figs. 10.12(a) and (d) showing |p;%)|2 and |pg,)|2 in the p-plane. There we recognize the curves
of zero scattering for the p- and s-polarized light discussed in previous sections. Accordingly,
Figs. 10.12(g) and (j) show | pgli)p|2 where two directions of zero p — oF scattering are present,
namely at p = £p. €;, although they are hardly visible on this figure. The effect is clearer for
oblique incidence, as shown in Figs. 10.13(g) and (j) (fy = 35°), where a clear unique direction
of zero intensity in p — ¢ scattering in the plane of incidence can be distinguished. This effect

is also observed in the configuration €; < €3 (not shown here). When the angle of incidence
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Figure 10.12: The full angular distribution of | ,0((11,6),|2
€2 = 1, for incident polarization S € {p, s} or unpolarized (o) and outgoing polarization « €

{p,s,07, 07 }. Figure taken from Paper [2].
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Figure 10.13: Same as Fig. 10.12 but for the angle of incidence 6y = 35°. Figure taken from
Paper [2].

reaches the critical angle of incidence, 6y = 6,, the direction of zero intensity in p — o=

scattering reaches the xz-direction, as illustrated in Figs. 10.14(g) and (j). Note that p — p
scattering also has a zero of intensity along the zs-direction as explained earlier. Furthermore,
we note that the distribution of |p;(,1))|2 and \pl(fli)p|2 are cylindrically symmetric as shown in
Fig. 10.14(a), (g) and (j). The cylindrical symmetry can be understood based on the radiation
of an oscillating dipole aligned with the x3-axis. Indeed, we have seen in Section 1.3 that the
p-polarized radiation from a dipole oscillating along the x3-axis is cylindrically symmetric with
vanishing emission at the poles of the unit sphere (see Fig. 1.6(a)). The radiation from such a
dipole is also purely p-polarized, which has two consequences: (i) the s-polarized scattered light
vanishes identically for all p, a phenomena that we like to refer as s-black-out (see Fig. 10.14(d));
(ii) the radiation can be decomposed into o+ and o~ components of equal intensity, as can be

observed in Figs. 10.14(g) and (j).

Remark 10.6. Our interpretation of these observations is based on the radiation of an oscillat-
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Figure 10.14: Same as Fig. 10.12 but for the angle of incidence equal to the critical angle for
total internal reflection, y = 6, = 41.81°. Figure taken from Paper [2].
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Figure 10.15: Same as Fig. 10.12 but for the angle of incidence 6y = 43°. Figure taken from
Paper [2].

ing dipole in free space for the sake of simplicity, and because we believe it illustrates well the
fundamental mechanism behind the observed features. However, it is relatively simple to verify
these assertions based on the expressions of the amplitudes given in Eq. (10.6). For example, it
is clear that for 6y = 6., the total zero order field Eg(po) is along &5 and the dot product in
Eq. (10.6¢) vanishes for all p.

For angles of incidence larger than the critical angle (g > 0.), it is convenient to expand the
right-hand side in Eq. (10.13) by inserting Eq. (10.6) for the reflections amplitudes. The reduced

first order reflection amplitude, ﬁglizp, for o*-polarized light scattered from incident p-polarized
light is then given by

0 [B0) = 5 12 &f(p) £ 12,(0)] - B ) (10.14)

where we have used the short-hand notation v(p) = (é;g(p) : é;;l(p))‘l. For 6y > 6., the total
0)

zero order field amplitude Eip(po) is complex with non-zero imaginary part. Thus neither p,(,}))
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(1)

nor ps, can be zero for propagating waves. We have seen nevertheless that a vanishing p — p
scattering amplitude point can be found in the evanescent region since é;z(p) becomes complex
(and non real). However, a zero point of intensity in p — oF scattering may be found in the
propagating region. Indeed, the square bracket in Eq. (10.14) is complex even for purely real
values of é;: ,(p) and &,(p) may compensate for the fact that Eﬁ)}(po) is complex (and non
real) and make the dot product in Eq. (10.14) vanish. Note the similarity with Eq. (1.85) for
the case of the radiation emitted by a rotating dipole, with the important difference that the
p polarization vector is that of the Snell-conjugate wave. Since Eg?z))(po) represents a state of
polarization of the media in which the dipole rotates in the plane of incidence, we expect to find
a zero in the 0% scattering intensity on each side (¢ = £m/2) of the plane of incidence. This is
indeed what we observe in Figs. 10.15(a) and (d) in the |PE,1¢)I,|2 distribution of p — o scattering

for g = 43°. Finally, let us comment on s — o7& scattering. From Figs. 10.12-10.15 it can be
noticed that the distribution for | pgli)s|2 stays identical, up to an overall scaling factor, as the
angle of incidence varies. This can also be understood from the dipole picture. For a s-polarized
incident wave, the incident and zero order waves are s-polarized, so the dipoles oscillate along
the xs-direction independently of the angle of incidence. For scattering in the plane of incidence
the first order waves are purely s-polarized and the two ¢ components have equal intensity.
For scattering at azimuthal angles ¢— /2, the first order waves are purely p-polarized and the
two o components have again have equal intensity. We obtain the largest contrast between o+
and o~ for ¢ being a multiple of 45° since then the p- and s-polarized components have similar
amplitudes.

10.2 Multiple scattering

We have discussed the physics of the scattering of light from a rough interface in terms of a
single scattering picture, and we have interpreted the observed polarization features based on
dipole radiation. What would happen if higher order scattering events were taken into account?
When multiple scattering events are taken into account, one does not observe a strict zero for
the Brewster scattering direction but a local minimum. In fact, the Brewster effect for the
coherent component of the intensity, i.e. the intensity associated with the average field does not
yield a zero anymore, like for the Fresnel amplitude, but also a local minimum. The angle of
incidence associated with the minimum of reflection intensity is in general shown to be shifted
compared with the Brewster angle of incidence for a planar interface due to multiple scattering.
An intuitive picture for understanding the fact that one does not find a strict zero of intensity
anymore is the following. The zero and first order fields acts as a source for the second order
field and so on. Hence the light being scattered several times may in principle be redistributed
into the directions of Brewster scattering. But why should not this redistribution keep the
directions of zero scattering? The first order field had the zero order field as a source, and it
was the fact that the zero order polarization induced by the incident and zero order reflected
and refracted fields behaved as a planar interface response that yielded to an overall well defined
dipole radiation pattern. The first order field may be seen as a probe, thanks to the scattering
from the surface, for the zero order response in all the directions. Note that this is the reason why
the directions of the zero scattering are independent of the surface profile parameters. When the
second order is taken into account, the first order field gives a random contribution to the dipole
polarization on top of the zero order polarization. These randomly perturbed dipoles hence do
not all oscillate (and/or rotate) in the same direction anymore thus leading to a redistribution of
power, overall in all the directions. The quantitative estimates of the resulting intensity at the
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Brewster minimum and corresponding angular shift require some more detailed analysis of the
higher order terms in the perturbative expansion of the field, and depends on the parameters of
the surface profile such as the correlation length and rms-roughness. We refer here to the work
of Saillard and Maystre [103], Nieto-Vesperinas et al [104] and Greffet [105] for the shift of the
angular position of the Brewster angle for the coherent field.

10.3 Scattering by a metallic surface

The single scattering theory presented previously and illustrated for dielectric extends naturally
to metallic surfaces. However, for metallic surfaces, one expects to find phenomena associated
with the excitation of surface plasmon polaritons (see Section 1.4.2). As shown for periodic
metallic gratings, where Wood anomalies can be observed, surface plasmon polaritons may be
excited as the incoming wave can be scattered with, a priori, any change of in-plane momentum.
The degree of coupling will hence depend on a combination of frequency, dielectric function, an-
gle of incidence and on the power spectrum of the surface profile. The excited surface plasmon
polaritons will, however, scatter or couple back to radiative, or progressive, modes due to mul-
tiple scattering events. When averaged over realizations of the surface profile, it was shown
that certain multiple scattering paths exhibit a robust coherent effect upon averaging. They
yield so-called enhanced forward [106] and backscattering [107, 108, 109, 110]. The enhanced
backscattering peak can be observed in the light scattered in the retro-direction, i.e. back from
where the incident wave came from. The common explanation is that this phenomenon is due
to the constructive interference of two reciprocal paths: one scattering into a surface plasmon
polariton at some point A on the surface and scattering into a radiative mode in the retro-
direction at some other point B, and one scattering into a surface plasmon polariton at point B
and scattering into a radiative mode in the retro-direction at point A. Such scattering paths and
their reciprocal of course exists for all possible angle of scattering. But it can be shown that the
backscattering direction gives paths that are phase coherent while when the angle of scattering
moves away from this specific direction a loss of coherence is observed. This explanation holds
for not too rough surfaces in a sense. For very rough surfaces and even for volume random
media, the effect can also be observed also surface plasmon polariton may not be present as a
mediator, but simply ”regular” scattering events [36, 111, 112, 113].

10.4 Summary

This first chapter of Part III was focused on the physical understanding of a few phenomena
observed in the scattering from a single dielectric or metallic interface.

For dielectric surfaces, the phenomena of the Yoneda ring, which is a ring of enhanced intensity
in the diffuse light scattered in the optically denser medium, and of the Brewster scattering
directions, which are directions of zero or local minima in the diffuse intensity, have been
explained based on small amplitude perturbation theory to lowest non-trivial order. By a
careful analysis of the reflection and transmission amplitudes, we were able to recast the
expressions given by small amplitude perturbation theory to interpret the amplitudes in terms
of the product of a scalar wave behavior and the signature of the polarization state of the
media. Clear physical interpretations of the Yoneda phenomenon, which is intrinsically a scalar
wave behavior and of the Brewster scattering phenomenon, which is microscopically linked to
the dipolar nature of the radiation of the elementary constituents of the media, have then been
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given. In order to quantitatively understand the Brewster phenomenon, the concept of Snell
conjugate waves has been introduced as a generalization for scattering from a rough interface
between two dielectric media of the Ewald wave triad for the reflection and refraction of a
plane wave at the interface between two homogeneous media made of dipole arrays. We have
also observed two new phenomena, the s-black-out and the Brewster scattering phenomena for
linearly to circularly polarized light for a configuration of internal reflection under total internal
reflection incidence for the zero order wave. The s-black-out was explained physically by the
oscillation of dipoles aligned perpendicularly to the average plane of the interface, the scattered
light hence being entirely p-polarized for all directions. The Brewster scattering angle for linear
to circular polarization was explained in terms of rotating dipoles. The phenomena and related
physical mechanisms are expected to hold for weakly rough surfaces and all require solely a
single scattering picture.

For metallic surfaces, we have briefly discussed the phenomenon of enhanced backscattering and
its multiple scattering nature and gave references for further readings.
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Chapter 11

Multilayer with randomly rough
interfaces

We are now familiar with the physics of scattering by a single rough interface between two
dielectric media within a single scattering approximation. The aim of the present chapter is
to take one step further and to consider a multilayer system whose interfaces are rough. The
reduced Rayleigh equations for such systems were derived in Chapter 3 and the corresponding
small amplitude perturbation theory developed in Chapter 9. For the sake of simplicity, we will
study the case of a dielectric film deposited on a dielectric substrate, hence limiting the number
of interfaces to two. The discussion can of course be generalized to several layers. Moreover,
we will study the case where the two interfaces may be rough, but the rms-roughness will be
assumed to be small enough so that small amplitude perturbation theory to first order in the
product of the surface profiles can be applied within reasonable accuracy. Such a regime allows
for interesting phenomena which can be explained in terms of a single scattering picture, which
means that optical paths may be allowed to exhibit a single scattering event either on the top
or bottom interface in a sense which will be precised in Section 11.1.

After recalling the expressions of, and giving a physical interpretation to, the scattering ampli-
tudes given by SAPT to first order and the corresponding expressions for the mean differential
scattering coefficients, we will explain the physics of Selényi rings. Selényi rings, named after
the Hungarian physicist Pal Selényi, are rings of interference observed in the diffusely scattered
light [114, 115, 116, 117]. We will explain the origin of the interference pattern (Section 11.2.1),
and how the ring contrast is affected depending on which interface is rough (under the assump-
tion that only one is rough at a time, Section 11.2.2). We will also explore the influence of
the Brewster and Yoneda effects, studied in great detail in Chapter 10, on the Selényi rings
and show that Selényi rings may be used to experimentally verify the phase jump and phase
shift associated respectively with the Brewster scattering and Yoneda effects (Section 11.2.3).
Furthermore, we will show that an additional degree of coherence can be present when consid-
ering interface-cross-correlation by demonstrating that cross-correlated interfaces may lead to
significant enhancement and attenuation of some of the rings (Section 11.3). Finally, the chapter
will close with a discussion about what may be observed for rougher interfaces, hence requiring
a multiple scattering picture.

257
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11.1 Interpretation of SAPT, single scattering picture

Definition of the scattering system — Consider a system made of three dielectric media
of dielectric constants €; (j € {1,2,3}) separated by two interfaces described by the equations
z3 = (j(x) = d; + h;(x) with d; = ({;) being the offset of the average jth interface with respect
to the origin and hj; is a realization of a continuous, differentiable, stationary, isotropic, Gaussian
stochastic process. We will denote the average film thickness by d = d; — do. The statistical
properties of the stochastic processes are given by

(hj(x)) =0 (1L.1)
<hl(X) hj (X’)) = [61] + "y(]. - 51])} 0i0j W(X —X,) (112)

for 4,5 € {1,2}, where o; denotes the rms-roughness of the jth interface, W is an auto-
correlation function which we choose to be identical for both surfaces, and v € [—1,1] is an
interface-cross-correlation coupling parameter. Hence we have (h;(x)h;(x')) = 0]2 Wi(x—x)
and (h1(x) ha2(x')) = yo102 W(x —x’). For v > 0 the interfaces are positively correlated (the
extreme case 7 = 1 corresponding to ha = chy for each realization of the system and ¢ = 02/01),
for v < 0 the interfaces are negatively correlated (the extreme case v = —1 corresponding to
he = —chy for each realization of the system) and the interfaces are uncorrelated for v =0 (re-
alizations of h; and hg are picked independently). The auto-correlation function will be taken
to be Gaussian with auto-correlation length a,

2
W(x) = exp ( x] ) ,

for which we recall that the power spectrum is given by

2 9
9(p) = ma® exp <—|pJ1a ) :

First order SAPT — With the aforementioned definitions and notations for the description
of the scattering system, the first order terms in the reflection and transmission amplitudes
expanded in products of surface profiles are given, according to Egs. (9.16) and (9.18) for n = 2,
by

RY (p|po) = hi(p—Po) P (P | Po) +h2(P — Py) P2 (P | o), (11.3a)
T (p | po) = h1(p—Po) 71 (P | Po) + ha(P — Po) 72 (P | Po) » (11.3D)

where ij is the Fourier transform of h; and the amplitudes p; and 7; are defined by (see
Egs. (9.17) and (9.19))

=+ —L 7= 44,(1,0) = +,—,(1,0)

pi(plpo) = [0 ()] [ (B IpIpo) po(po) ~ 651 (B IpIP0)] | (11.4a)
=4+ 7 [0 =+.—,(0,1)

P2 (P|Po) = [@)31 (p)] [@3,1 (P |Po|Po) po(Po) — s (plpolpo)] : (11.4b)

b a-=.(10)
O3 (P IPo|Po) To(Po) » (11.4c)

75 (P|Po) = — {@f,’s—(p)} 1 6.5 " (d1pIpo) To(Py) (11.4d)
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where the definitions of the various matrices involved here were defined in Section 9.1. Note that
we omit the superscript (1) for clarity since there will be no ambiguity due to our restriction to
work only with the first order amplitudes and that py(p,) and 7,(p,) correspond respectively to
the reflection and transmission amplitudes for the corresponding system with planar interfaces
(Fabry-Perot amplitudes). Remembering the details of the amplitudes p; (p|po) and 7; (p | Po)
will not be so important in the following since we will soon give a simpler, physically intuitive,
equivalent formulation. There are only a few important observations to note in Eq. (11.3),
which were already mentioned in Section 9.1, and which we believe are worth recalling here.

First, in the special case where only one of the interfaces is rough, say for j = ¢, and the other
interface is planar (h; = 0 for j # £), only the term corresponding to j = ¢ remains in the
right-hand side of Eq. (11.3), i.e.

RY (p|po) = he(p —Po) pe (P | Po) »
TW (p|po) = he(p —Po) T4 (P | Po) -

In other words, the first order amplitudes in the case of two rough interfaces can be interpreted
as the sum of the first order amplitudes of the two associated subsystems for which only one of
the interfaces is rough and the other planar. This is only true for the first order amplitudes and
it is a property of the single scattering picture. Turning now to the diffuse intensity, we have
seen in Section 9.1 that the diffuse component of the mean differential scattering coefficients
read (see Eq. (9.20) for n = 2)

OR, w \2 € cosb,
I e i {Gu(p—po)pl,aﬂ (B 190) 2 + Gaa(® — Do)l (B [ o)
incoh

o, cos Oy
+2Re (G12(P = Po)P1,ap (P Po) P3.05 (P | Po)) } , (11.6a)
0Tap w2 53/2 cos? 0; 9 9
(Geim)  ~(5=) oyt @Bl s (019a) *+ Calp bl 0 0)
+ 2Re (G12(P = Po) 71,05 (P | Po) 7305 (P | Po)) ] , (11.6b)
def /3 2k
Gjr(p—py) = <hj(p*p0)hk(p*po)> . (11.6¢)

These expressions are typical intensity expressions one obtains when the field can be expressed
as the sum of two fields. The resulting intensity is the sum of intensities one would obtain with
either one field or the other plus an interference term, i.e. expressions of the form

I= ‘El‘z + |E2|2 -+ QRG(ElE;) = Il + 12 -+ QRG(ElE;) .

Note, however, that each of the two first terms in the right-hand side of Eq. (11.6) already
contains all the interference effects that may occur in each corresponding subsystem where only
one of the interface is rough at a time. The last ”interference” term in Eq. (11.6) corresponds
to an additional degree of coherence induced by the correlation between the interfaces. In
other words, it tells that two optical paths exhibiting a scattering event which happens on the
different interfaces will, on average, keep a certain phase coherence due to the cross-correlation
of the interfaces. In the case where the two interfaces are uncorrelated, this last term vanishes
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and the resulting intensity is the sum of intensities of the two associated subsystem for which
only one interface is rough.

In the particular case of correlations defined earlier in Eq. (11.2), Eq. (11.6) simplifies to

OR w \2 €1 cos?6,
(Gawivg) = (5=) S g p) {of P15 (B [ o) P+ 03 03,05 (| o)
T incoh

27c cos By
+ 2790102 Re (py 05 (P | Po) p3.05 (P | po))} , (11.7a)
0T.p w \2 52/2 cos? 6, 9 9 9 9
(Treie) = (o) Syt oo bl o s B Ip0 +odimas (0190
+ 270102 Re (71 45 (P | Po) T3 05 (P | po))} , (11.7b)
Gik(p —Po) = [0 + (1 = 0k;)] 00k 9(P — Py) - (11.7¢)

Single scattering interpretation and optical paths model — We will now present a model
for the scattering amplitudes where the notions of single scattering event and optical paths
mentioned earlier takes a physically intuitive meaning. The model is based on the Fresnel am-
plitudes between two media, and the first order SAPT amplitudes between two media separated
by a rough interface, i.e. those given by Egs. (6.12) and (6.19). We believe that the presented
model is equivalent to SAPT to first order for the whole system of three media separated by
two rough interfaces as we have observed no numerical difference between the two models. The
proof of the equivalence should be simple to derive but we have preferred a numerical illustration.

For the sake of simplicity, we focus the discussion for co-polarized reflection in the plane of
incidence and we will therefore drop the polarization indices which could be either p or s. The
model is built in the following way. Let rj(-f)(q) (resp. tf)(q)) denote the Fresnel reflection
(resp. transmission) amplitude (for either p or s-polarized light depending on the considered
polarization) for an incident plane wave with in-plane wave vector q reflected by a planar
interface between media of dielectric constant ¢; and €;. The second index, 4, denote the medium
of incidence and the index j the substrate medium. Let us denote in a similar fashion the first
order terms of the reflection (resp. transmission) amplitude given by SAPT, Eq. (6.12), (resp.
Eq. (6.19)) for an elementary wave out-going with in-plane wave vector p given an incident in-
plane wave vector py, 7;i(p | Py) (resp. t;i(p|Py)), with the same convention for the indices as
for the Fresnel amplitudes. An elementary scattering amplitude issued from a given elementary
optical path is given by the product of the Fresnel and SAPT amplitudes according to the Fresnel
reflection or refraction and the reflection or transmission scattering event which the path exhibits,
and the product of the corresponding phase factor associated with the propagation of the path
between two consecutive intersections. The overall reflection (resp. transmission) amplitude for
the whole system is given by the sum of all the possible optical paths where we only allow for
one single scattering event, i.e. a single SAPT reflection or transmission, and arbitrarily many
Fresnel reflections and refractions (which are not considered as ”scattering event”). Note that
the intersections are assumed to all take place on the average surfaces. As an example, the path
indicated in Fig. 11.1 leads to an elementary reflection amplitude

Fex.path = L1y (D) €7 732(p | Po) €9 15 (py) - (11.8)
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Figure 11.1: Example of optical path exhibiting a Fresnel refraction (from medium 1 to 2)
through the first interface, a scattering event reflecting from the second interface and a Fresnel
refraction (from medium 2 to 1) through the first interface. The angles 6y and 6, are respectively
the angle of incidence and of reflection. The angles 0(()2) and 052) are respectively the angles
associated to 6y and 6, corresponding to Snell’s law in medium 2. The star indicates the
intersection at which the scattering event takes place.

We find it convenient to order the products from right to left following the sequence of events
encountered during the path history. The phases ¢y and ¢, are given by simple geometric
consideration by

©o = 2w dng cos 9(()2)//\ (11.9a)
©or =2mdngcos P /X, (11.9b)
)

where A\ denotes the wavelength in vacuum, ng is the refractive index of the film, and 0(()2 and

952) are the angles conjugate to 6y and 6, in Snell’s law.

Remark 11.1. For a given surface profile, note that when considering a path scattered at the
interface when the path is incoming with direction from j + 1 to j, the x3-axis hence becomes
reversed in the convention adopted for Egs. (6.12) and (6.19) compared with the case where the
path is incoming from j to j + 1. Thus the involved surface profile function must then changed
to its opposite in Egs. (6.12) and (6.19).

We are now ready to enumerate and categorize all the possible paths exhibiting a single scattering
event and construct the overall reflection and transmission amplitudes. To follow easily the
discussion, the reader may find helpful to refer oneself to Figs. 11.2(a-c) which illustrate the
different types of optical paths. We have seen in Eq. (11.3) that the overall scattering amplitude
can be written as the sum of the scattering amplitudes of the two associated subsystems where
only one of the interfaces is planar. Hence for each of these subsystems, the possible paths
exhibiting a single scattering event will be constraint to either exhibit a scattering event on
the top surface (if the top surface is rough) or on the bottom surface (if the bottom surface is
rough). We therefore analyze these two cases separately and we denote the reflection amplitude
associated with the two subsystems respectively rgp and rpr, RP and PR standing for ”rough-
planar” (the top interface is rough) and ”planar-rough” (the bottom interface is rough). Let
us first analyze the possible single scattering optical paths in the configuration RP. Following
Fig. 11.2(a), consider an optical path incoming with an angle 6y with respect to the x3-direction.
Such a path intersects the first interface, which is rough in the RP configuration. At the first
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Figure 11.2: Sketch of the optical paths involved in the single scattering model in the case
of scattering from the top surface (a) and (b), or from the bottom interface (c). Incoherent
component of the MDRC for in-plane co-polarized scattering as a function of the polar angle
of scattering for normal incidence for p-polarization (d) to (f). Physical parameters: ¢; = 1
(vacuum), €2 = 2.69 (photo-resist), e3 = 15.08+0.15:¢ (silicon substrate), A = 632.8 nm, o = A/30
(rms-roughness of the rough interface), a = A/3 (correlation length), d = 8\ (average film
thickness), 6p = 0°. In panels (d) and (f), the results were obtained from SAPT (circles), and
from the single scattering model Eqs. (11.13)(d) and (11.14)(e) (solid line) respectively for the
cases illustrated in (a-b) and (c¢). In panel (e), only the contribution of 7’ (Eq. (11.12)) to the
incoherent component of the MDRC is shown. This figure is taken from Paper [3].

intersection, the path may exhibit a scattering event by reflecting with an angle of scattering 6"
from the first interface. This is the path denoted (0) in Fig. 11.2(a) and the elementary reflection
amplitude associated with this path is simply r91(p | py), where p is the in-plane wave vector
associated with the scattering angle 6. Alternatively, the path may experience a scattering event
and transmits inside the film. Then since the allowed single scattering event has taken place, all
the remaining intersections with both interfaces will be of the Fresnel type, i.e. conserving the
in-plane wave vector and contributing with the respective Fresnel amplitudes, hence bouncing
with an angle 6;@. The path hence may bounce an arbitrary number of times inside the film
before exiting the film by a final Fresnel refraction?. These paths are denoted (1), (2), etc ...
in Fig. 11.2(a). The path index hence counts the number of times the path as bounced on the
bottom surface. Summing the elementary reflection amplitudes for the paths (0), (1), (2), etc ...
we obtain the contribution of this first family of paths to the overall reflection amplitude rgp,

!The angle of scattering may be denoted 6,., 0; or simply 6, in the following.
2Note, of course, that in principle the path may also be transmitted in medium 3, but then the path contributes
to the transmission amplitude, and we are only analyzing the reflection amplitude here.
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and it reads

(9o = 721 (p | po) + 55 (0) ) (9) a1 (p | o) exp(2i) 3 15 ) 1S5 () exp2i)]”

n=0

£5) (0) Sy’ (P) t21(p | Po) exp(2ips)

1— (5 (p)r5y) (p) exp(2igps)

=7r21(P | Py) + (11.10)

where we have recognized the sum of a geometric series. However, the attentive reader will object
that these are not the only possible paths exhibiting a single scattering in the RP configuration.
Indeed, the scattering event could occur at another intersection than the first one. Hence consider
the family of path denoted (1°), (2’), etc ... in Fig. 11.2(b). For such a path, the path experiences
first a Fresnel refraction at the first interface then may bounce an arbitrary number of Fresnel
reflections inside the film, hence conserving its in-plane wave vector p, i.e. angle of bounce

inside the film 982), before exiting the film with a final scattering event of transmission from
medium 2 to medium 1. The index of the path for the primed paths hence counts the number
of times the path experiences a Fresnel reflection on the bottom interface. The contribution to
the reflection amplitude rgp of the primed paths then reads

n

(9 po) = t12(p | o) 185 (Bo) 187 (po) exp(2iip0) D [r{E (Bo) 785 (po) exp(2io)]
n=0
_ t12(p | Po) 755 (Po) 141 (Po) exp(2ip0) (aL.11)

175 (D) 755 (by) exp(2io)

There are still some paths to be enumerated. Indeed, consider now the paths denoted (17), (27),
etc ... in Fig. 11.2(b). Let us consider a path following the initial history of a path of type
prime, i.e. bouncing an arbitrary number of times inside the film with angle 9(()2) . Instead of
experiencing a scattering event on the top surface while transmitting, like for a primed path,
a second (double primed) path experiences a scattering event while reflecting and continues to
bounce an arbitrary number of times inside the film, with angle 9§2>, before exiting the film with a
final Fresnel refraction in medium 1. In this case, the path index would correspond to the number
of Fresnel reflections inside the film after the scattering event has occurred. However, this is of
little use for the calculation since such a path correspond in fact to infinitely many paths having
arbitrary number of Fresnel bounces prior to the scattering event. Nevertheless, the calculation
of the contribution of the second paths to the reflection amplitude rrp is relatively easy once we
notice that it is the concatenation of paths of type (1°), (2°), ... before the scattering event and
of paths of types (1), (2) ... after the scattering event. The corresponding reflection amplitude
associated to the sum of all the paths (17), (27), etc ... thus reads

' (p|py) = t21 (pO)T32)(pO) exp(2ipo) Z [Tg)(Po) T:(;g) (Po) exp(?igpo)]
n=0
F > F F n'
x5 (0) 115 () r12(p | By) exp(2is) Y [11E (0) 5 (B) exp(2iipy)]
n’=0

_ 15 (0) 78 (0) ra2(p [ po) rfy (Po) e (Po) exp(2il00 +90)) (11.12)

[1 =2 ®) iy (p) exp(2i,)| [1 = {5 (po) 185 (Po) exp(2i0)]
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We have now enumerated all the possible single scattering paths whose scattering event occur on
the top surface and their associated contribution to the overall reflection amplitude. We finally
have

rre(P|Po) = (P |Py) +7'(P |Po) +7"(P [ Po)- (11.13)

The PR configuration, i.e. the case where only the bottom interface is rough, can be analyzed in
the same way. In fact, the PR configuration is relatively simpler in the sense that there is only
one family of path to consider. Following Fig. 11.2(c) all the possible single scattering paths in
the PR configuration are of a form that resembles that of the paths (17), (2”), and so on from
the RP configuration. To be more accurate, a single scattering path in the PR configuration
must first exhibit a Fresnel refraction to enter the film (no scattering event allowed on the top
interface) and may then undergo an arbitrary number of Fresnel bounces inside the film before
a scattering event takes place in reflection on the bottom interface and then the path may
undergo an arbitrary number of Fresnel bounces before eventually refracting into medium 1.
The corresponding reflection amplitude is then given by

o

ren(p | po) = 81 (o) exp(iv) Y [115 (po) {5 (o) cxp(%%)]n

n=0

x5 (0) (P | o) explives) D [rf5(0) 785 (p) exp@iipy)]

n/=0

’

_ iz () 32(P | Po) 51 (Po) exp(i(po + 2s)) . (11.14)
[1 =15 ()75 (0) exp(2i,)] [1 =15 (py) 145 (Py) exp(2iceo)|

Now our claim is that rpp(p | py) and rpr(p | Py) derived by considering all the possible single
scattering diagrams are equal respectively to the first and second term in Eq. (11.3a) (assuming
here co-polarized scattering in the plane of incidence, but this can easily be generalized to
the whole cross-polarized and angular distribution). Let us verify this claim by plotting the
different expressions. Figures 11.2(d) and (f) show the diffuse component of the mean differential
reflection coefficient as a function of the angle of scattering respectively for the RP configuration
and the PR configuration. The physical parameters considered are given in the figure caption.
The solid curves are obtained based on the amplitude given by Eqgs. (11.13) and (11.14) while the
circles are obtained based on Eq. (11.3a) for the corresponding configurations. The agreement is
perfect. In conclusion of this section, we can say that the scattering amplitudes given by SAPT
to first order in the product of surface profiles correspond to the sum of the scattering amplitudes
of all the possible elementary paths for which only a single scattering event is allowed, and the
probability amplitude associated with this scattering event is given by SAPT to first order for
the relevant system made of a single interface between two media. Although the expressions
obtained with SAPT are compact, the equivalent expressions obtained by decomposing the
different types of path will be useful for a careful analysis of the physical phenomena observed
for the diffusely scattered light.

11.2 Physics of Selényi rings

We illustrate now the phenomenon of Selényi rings in the case of a photo-resist film deposited
on a silicon substrate using the results presented in Paper [3]. The physical parameters used
for the simulations were as indicated in the caption of Fig. 11.3. A point worth stressing is that
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in order to observe Selényi rings, one needs a film thickness which is a few times the wavelength
in the film medium.

(R /0 inco
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Figure 11.3: Incoherent components of the mean DRCs for in-plane co-polarized scattering as
functions of the polar angle of scattering, 65 (note the convention 6, < 0 for ¢5 = ¢¢ + 180°).
The light of wavelength A = 632.8 nm was incident from vacuum on the rough photoresist film
supported by a silicon substrate (e = 1.0, o = 2.69, e3 = 15.08 4+ 0.15i). The surface-height
correlation length of the rough Gaussian correlated surface was a = A/3, the mean film thickness
was d = 8), and the angles of incidence were (6, ¢p) = (16.8°,0°) in all cases. Panels (a) and
(b) correspond to cases where only the top interface was rough, while panels (c) and (d) presents
the results for a film where only the bottom interface of the film was rough. In both cases, the
rms-roughness of the rough interface was set to o = A/30. The results obtained on the basis of
the non-perturbative method are shown as solid lines while those obtained with the perturbative
method, Eq. (11.7), are shown as dashed lines. The position of the specular direction in reflection
is indicated by the vertical dashed lines. The vertical dash-dotted and dotted lines indicate the
angular positions of the maxima and minima predicted by Eq. (11.16), respectively. This figure
is taken from Paper [3].

Figure 11.3 shows the diffuse component of the mean differential reflection coefficient as a
function of the angle of scattering for co-polarized scattering in the plane of incidence (the
parameters are indicated in the figure caption). Figures 11.3(a-b) correspond to the RP
configuration while Figs. 11.3(c-d) correspond to the PR configuration. The solid lines were
obtained by the direct Monte Carlo method for the reduced Rayleigh equations derived for a
film system where only one of the interfaces is rough. The numerically stable formulation in each
case, RP or PR, as presented in Section 3.5.1 was used. The dashed lines are the corresponding
results obtained with SAPT, Eq. (11.7a). The comparison between the Monte Carlo simulations
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Figure 11.4: The full angular distribution of the incoherent component of the mean DRC,
(ORag/082s)m00n> s function of the lateral wave vector q of the light that is scattered from a
rough film where either the top interface is rough (Figs. 11.4(a)—(i)) or the bottom interface is
rough (Figs. 11.4(j)—(r)) and the other interface of the film is planar. The physical parameters are
the same as those indicated in the caption of Fig. 11.3. The positions of the specular directions
in reflection are indicated by white dots. The upper halves of all panels are results from the small
amplitude perturbation method to leading order, while the lower halves show results obtained
through the non-perturbative solutions of the RRE. The sub-figures in Figs. 11.4(a)—(i) and
11.4(j)—(r) are both organized in the same manner and show how incident S-polarized light is
scattered by the one-rough-interface film geometry into a-polarized light (with «, 8 € {p,s})
and denoted S — «. Moreover, the notation o — x is taken to mean that the incident light
was unpolarized while the polarization of the scattered light was not recorded. For instance,
this means that the data shown in Fig. 11.4(a) are obtained by adding the data sets presented
in Figs. 11.4(b)—(c); similarly, the data shown in Fig. 11.4(g) result from the addition and
division by a factor two of the data sets presented in Figs. 11.4(a) and 11.4(d); etc. Finally,
the in-plane intensity variations from Figs. 11.4(b,f) and 11.4(k, o) are the curves depicted in
Figs. 11.3(a)—(b) and Figs. 11.3(c)—(d), respectively. This figure is taken from Paper [3].

and first order SAPT shows a good quantitative agreement and the interference fringes are
overall well resolved. This justifies the use of SAPT for the considered roughness level, and
hence the use of a single scattering picture for interpreting the results. Let us now make some
comments about the similarities and differences one can draw from a comparison between the
two configurations, RP and PR. We will then explain in the following sections each of these
observations. First, concerning the overall scale of the incoherent component of the MDRC, we
can see that a larger power is scattered in the case where the rough interface is the bottom
one than where it is the top one. This can easily be understood by the fact that the bottom
interface is an interface between the photo-resist and the silicon substrate which corresponds
to the largest jump in refractive index in the system. Consequently, the scattering is stronger
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Figure 11.5: Scaled incoherent component of the mean DRCs for in-plane co-polarized scattering,
100 x (ORaa/00s)ineons @s functions of the polar angle of incidence 6y and the polar angle of
scattering 0, obtained on the basis of Eq. (11.7). The first row of sub-figures (Figs. 11.5(a)—(e))
corresponds to p-polarized light (as marked in the figure), while the second row (Figs. 11.5(f)-
(j)) corresponds to s-polarized light. Apart from the varying angle of incidence, all physical
parameters are those indicated in the caption of Fig. 11.3. The first column of sub-figures
presents contour plots of the mean DRCs for a film geometry where only the top interface of the
film is rough and the bottom interface planar. The second column shows similar results where
the top film interface is planar and the bottom film interface is rough. In the third column,
contour plots of only the cross-correlation term in Eq. (11.7) — that is, the contribution to the
mean DRC produced by the last term in the square brackets of this equation — are depicted
assuming a perfect correlation (7 = 1) between the rough top and rough bottom interface of
the film. Finally, in the forth and fifth column, contour plots of the total mean DRCs obtained
on the basis of Eq. (11.7) are presented for two-rough-interface film geometries characterized by
v =1 and v = —1, respectively. This figure is taken from Paper [3].

at this interface. Second, we observe that the interference fringes are located at the same
angular positions in both configurations, and we will show in Section 11.2.1 that the positions
of the local maxima and minima can be predicted quite accurately based on simple phase
difference between optical paths arguments. Third, the contrast of the fringes is higher for the
RP configuration than for the PR configuration. At first, one may think that the poor contrast
in the PR configuration comes from the fact that the scattering event occurs on the interface
between the media exhibiting a strong jump of refractive index. We will see that this is not
really the case in Section 11.2.2, where we will discard this possible explanation by considering
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a free standing dielectric film in vacuum and show that the contrast depends essentially on the
side where the rough interface is with respect to the observed light. This curious effect will be
explained in details based on a careful analysis of the types of optical path involved in each
case. Finally, the expert eye will notice a small shift of the fringe position for p-polarized light
compared with s-polarized light at large angles of scattering in Figs. 11.3(a-b). This effect is
due to the Brewster scattering phenomenon and will be illustrated in a clearer way for a dielec-
tric system without loss and with a substrate with a smaller dielectric constant in Section 11.2.3.

Figure 11.4 shows the full angular distributions of the incoherent component of the mean
differential reflection coefficient corresponding to the simulations of Fig. 11.3. Note that the
upper half of each contour plot presents first order SAPT data while the bottom half presents
the Monte Carlo simulation in view of a visual comparison. We can appreciate that what we
have called interference fringes in the scattering in the plane of incidence are cuts of interference
rings in the full angular distribution.

Let us now study the behavior of the interference pattern as the angle of incidence is varied.
Figures 11.5(a,b,f,g) show contour plots of the incoherent component of the MDRC as a function
of the angles of incidence and scattering for co-polarized scattering in the plane of incidence
for p and s-polarized light both in the case where the first interface is rough (PR) and the
second interface is rough (RP) (see figure caption for the details). Each vertical cut in such
a contour plot hence represents a plot such as the ones presented in Fig. 11.3 for a given
angle of incidence. We can see that for s-polarized light the positions of the local maxima in
the scattering distribution are independent of the angle of incidence. In addition, the overall
scattered intensity is modulated with the angle of incidence in a similar interferential fashion.
The same can be said for p-polarized light up to the region of large angles of scattering and
angles of incidence where effects related to the Brewster scattering phenomenon must be taken
into account and will be discarded at first in our discussion. The extrema of intensity in the
scattering angular distribution are then independent of the angle of incidence, but the overall
intensity is modulated by the latter.

11.2.1 Origin of the interference pattern

It is now time to explain our observations on the angular position of the fringes, or rings. To
this end, we come back to the different types of paths found in Section 11.1 and discuss the
difference in optical path length between consecutive paths of a given family. Consider first
the RP configuration, and the family of paths denoted (n) (see Fig. 11.2(a)). The phase shift
acquired by such a path after each bounce inside the film was found to be 2¢;. Equivalently,
this means that the difference in optical paths length between two consecutive paths (n) and
(n+ 1) can be expressed as

A =2nydcosf?), (11.15)
where 6, in the vacuum is related to 9§2) in the film by ng sin 9§2> = ny sin 5 according to Snell’s
law. The polar angles of scattering for which the diffusely scattered intensity (associated with
the paths family (n) i.e. proportional to |r(p | py)|?) has local minima are given by

2wd

2mnad
2% cos 02 = ~ (2 — e sin? 65)1/2 = (v +1/2)m, (11.16a)
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while the positions of the maxima are determined from the relation

)1/2

€2 — €1 sin? 0, =, (11.16b)

2mmad cos 02 = 2md (
A

where® v € Z. Tt is then clear that a necessary condition to observe interference fringes in the
diffusely scattered light, is that the thickness of the film must be large enough to contain a few
wavelengths A/ng in medium 2. The angular positions of the maxima and minima predicted
by Eq. (11.16) are indicated by vertical dash-dotted and dotted vertical lines, respectively,
in Fig. 11.3. The predicted positions agree well with the maxima and minima that can be
observed in the intensity distributions. Equation (11.16) does not depend on the polar angle
of incidence 6y, which supports the observation that the positions of the maxima and minima
of the incoherent components of the mean DRC do not move with the angle of incidence for
weakly rough films. However, the modulation of the fringes with the angle of incidence cannot
be explained if we consider solely the paths of type (n). Analyzing now the paths of types (n')
(see Fig. 11.2(b)), the phase shift acquired by the wave after each bounce inside the film is 2¢,
i.e. that the difference of optical path length between two consecutive paths (n) and (n+1') is
given by

A =2nydcosd?, (11.17)

where ng sin 9(()2) = ny sin By according to Snell’s law. Hence, we again obtain a series of maxima
and minima in the mean DRC if we replace 0§2) by 0(()2) in Eq. (11.16), but this time the
positions of the maxima and minima are indeed a function of the polar angle of incidence
0. This interference phenomenon serves to modulate the intensity of the Selényi interference
patterns. Finally, the paths of type (n”) have the characteristic that they may exhibit both a
dependence on the angle of incidence and the angle of scattering in the phase difference between
two consecutive paths, depending on how one defines two consecutive paths in this case. This
also holds for all paths involved in the PR configuration, and it is shown to exhibit the same grid
of extrema as the RP configuration in Fig. 11.5, showing the intrinsic modulation as a function
of both the angles of incidence and scattering. We will see in the next section the importance of
these last type of paths for explaining the difference of contrast between the two configurations.

11.2.2 Ring contrast

Let us now explain the difference in ring contrast observed in Figs. 11.3 and 11.4 between the
configurations for which either the top or bottom interface is rough. In order to clarify that
this effect is not particularly due to an argument related to the dielectric contrast between
the media around the rough interface, consider instead a dielectric film, of dielectric constant
€2 = 2.25, free standing inside vacuum €; = €3 = 1. The remaining physical parameters are
kept identical to those used previously in Figs. 11.3 and 11.4 and are given in the caption of
Fig. 11.6. Figure 11.6 presents the angular distribution of the diffuse component of the mean
reflection and transmission coefficients for s-co-polarized scattering in the plane of incidence for
both configurations RP (Fig. 11.6(a)) and PR (Fig. 11.6(b)). What is striking by comparing
Figs. 11.6(a) and 11.6(b), is that the behavior of the reflected intensity and transmitted intensity
are interchanged for the two configurations. In particular, when the top interface is rough, the
diffuse intensity of the reflected light exhibits a high fringe contrast while the diffuse intensity

30f course only solutions for which the angle is real give the positions observed in the intensity.
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Figure 11.6: Incoherent component of the mean differential reflection and transmission coeffi-
cients for s-co-polarized scattering in the plane of incidence as a function of scattering angle. The
system is a free standing dielectric film in vacuum and the physical parameters are: ¢ = e3 = 1,
€2 =225, a=M\/3, 0 =1/30, d =8\, 6y = 0°. (a) The top interface is rough and the bottom
interface is planar. (b) The top interface is planar and the bottom interface is rough.

of the transmitted light exhibits a low fringe contrast. Contrarily, when the bottom interface is
rough, it is the diffuse intensity of the transmitted light which exhibits a high fringe contrast
while the diffuse intensity of the reflected light exhibits a low fringe contrast. We can then
conjecture that the fringes will be seen with the highest contrast if they are observed for the
light scattered in the medium which is on the side of the rough interface.

Let us now explain the reason behind this curious effect. For this let us focus on reflection
and compare the type of paths involved respectively in the two configurations RP and PR.
According to Section 11.1, there were essentially three types of paths involved in the scattering
of light under the single scattering event approximation. These are depicted in Figs. 11.2(a-b)
and denoted respectively in the form (n), (n’), (n”). We have seen that the paths of type (n) all
acquire a phase shift which is a multiple of 2¢4 as the path bounces inside the film, and we have
seen that these are essentially at the origin of the interference rings as a function of the angle
of scattering. The paths of type (n') all acquire a phase shift which is multiple of 2¢g, and we
have seen that these are essentially responsible for the modulation of the overall intensity as the
angle of incidence varies. The paths of type (n”) all acquire a phase shift which is an integer
combination of g and ;. Figure 11.2(e) shows the intensity corresponding to 7 as a function
of the angle of scattering, i.e. as if only the paths of type (n”) where taken into account. We
observe that compared with the full result (see Fig. 11.2(d)), the contrast is lower and is very
similar to that observed for the PR configuration as seen in Fig. 11.2(f). Indeed, the paths
of type (n”) in the RP configuration are very similar to those in the PR configuration. The
poor contrast is therefore due to the nature of the paths. Why are not the paths of type (n”)
degrading the contrast in the RP configuration then? In fact they do, but moderately since, as
can be seen by comparing Figs.11.2(d) and 11.2(e), the contribution of " is weak compared with
the other type of paths. What is the fundamental reason for the low contrast associated with
the type of paths (n”) or those of the PR configuration? It is fundamentally the phase mizing,
resulting from the integer combination of o and ¢, acquired during the propagation inside the
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film which causes the poor contrast. Indeed allowing for combination of several phase-shift units
has a tendency to degrade the coherence between the consecutive paths. This is similar to sum-
ming random phasors with uncorrelated phase, resulting in the absence of interference in average.

We can make the above assertion more precise in mathematical terms by deriving estimates for
the contrast obtained for the different types of paths taken separately, and show that the type
of paths involving phase mixing intrinsically leads to poorer contrast than the types of path
involving only one type of phase. Consider then, as a prototypical reflection amplitude for a
sum of paths that involves phase mixing and a sum of paths that does not (and will serve as
reference), the following expressions

7
1 —rgexp(2igg)] [1 — rsexp(2ips)]
. r
1 —rsexp(2ips)

(11.18a)

Tmixp = [

Pref = (11.18b)

These reflection amplitudes mimic the structures from Eqs. (11.14) and Eq. (11.10) respectively,
but we will see that the precise expressions for the numerators do not matter for the contrast, and
are hence denoted by the same symbol 7. Note that all the reflection amplitudes in Eq. (11.18)
depend on angles of incidence and scattering, but for clarity we drop these arguments. Since we
are interested in the contrast for the fringes in the intensity, our first step consists in taking the
square modulus of Eq. (11.18)

|7?
Tixg = 11.19a
e |1 —ro exp(2i<po)|2 [1—rs exp(?icps)|2 ( )
|72

Toe = . 11.19b
ref |1 — 75 exp(2ips)|? ( )

We then bound the intensity by using the triangular inequality

|7? |7?

< Imix S 11.20a
TP AP = ™ = T2 A=) (11:205)

|72 |7?
T A e L 11.20b
Ty = S o (11:200)

It is clear from Eq. (11.20) that the intensity lies between two bounding curves. A fair estimate
for the trend, i.e. the intensity without the oscillations would be given by |#|2, and we thus
estimate, or rather define, the inverse contrast as

Mg = (L [70)? (1 [75])* = (1 = [ro])? (1 — |ry])? (11.21a)
et = (L+|rs))® = (1= |rs])”. (11.21D)
This may not be the most natural definition for the contrast, but we choose this one since it is

easier to work with and will not change the conclusion. By recasting Eq. (11.21) by the use of
straightforward algebra, we obtain

n;ﬁlw = 4|rs| + 4)ro| + 4|ro||rs| + 4)rol|?|7s| (11.22a)
Nt = 4l7s]. (11.22b)
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This shows that the inverse contrast for phase mixing is larger than that of the reference, i.e.
that the contrast in the case of phase mixing is smaller than that of the reference. Indeed, the
two last terms in Eq. (11.22a) are cross-terms resulting directly from the phase mixing nature
of the paths encoded in the reflection amplitude. Note that the choice for the reference was
arbitrary and one could choose to study paths of type (1°), (2°), etc., in Fig. 11.2(b), and hence
replace 75 exp(2ips) in Eq. (11.18) by 7o exp(2ipp), and the conclusion would still hold.

11.2.3 Influence of the Brewster and Yoneda effects on Selényi rings

We have seen in Chapter 10 that for the scattering of light by a rough interface between two
dielectric media, the phenomena of Brewster scattering and of the Yoneda ring come with a
phase jump at the Brewster scattering angle and a continuous phase shift above the critical
angle. We illustrate now the influence these phase behaviors have on the positions of the
Selényi rings. We restrict ourselves here to a simple illustration for co-polarized scattering in
the plane of incidence, and consider the cases where either only the top interface is rough (RP)
or only the bottom interface is rough (PR). The aim of this section is to observe these effects
and to give an intuitive explanation. A more detailed analysis could be the object of a devoted
research article.

Consider a film of dielectric constant ez = 3.5 deposited on a glass substrate of dielectric
constant €3 = 2.25 (and the host medium is vacuum e; = 1). The film thickness is chosen
to be equal to d = 5\, the rms-roughness and the correlation length of the rough interface
are 0 = A/30 and a = A\/3 respectively. Figure 11.7 presents the incoherent component of
the mean differential transmission coefficients as a function of the angle of scattering for the
two configurations RP and PR. For s-polarized light, we can see that the fringes seem to be
bounded by an eveloppe which exhibits a peak around the critical angle 6. = arcsin(ni/n3)
as indicated by the vertical red dash-dotted line in Figs. 11.7(a) and 11.7(b). For p-polarized
light, the intensity seems to go to zero at the critical angle in the RP configuration, while it
remains positive in the PR configuration at the same angle. In the PR configuration, it is not
clear whether there is a clear zero of intensity due to the Brewster scattering effect at a higher
angle of scattering or if it is due to the interference mechanism. A more detailed analysis is
then necessary to understand the difference between the two cases.

Let us now take a closer look at the position of the peaks. First, we can see that the local
maxima of intensity for p- and s-polarized light coincide for angles of scattering smaller than the
critical angle but are shifted with respect to each other for angles of scattering larger than the
critical angle. This effect is particularly well visible in the PR configuration. We note that in this
configuration, there is almost a flip of maximum and minimum for p-polarized light around the
critical angle. We believe this to be due to the Brewster scattering phase jump (see Chapter 10).
Indeed, when crossing the Brewster scattering angle, a path may acquire an additional phase
shift compared to what would be expected with the difference of optical paths length argument,
hence the corresponding flip of maxima and minima. Furthermore, focusing our attention on
s-polarized light for clarity, we can see that the position of the local maxima agree well with the
positions predicted by Eq. (11.15)%, indicated by the vertical dashed lines, before the critical
angle, but gradually shifts from the expected positions as the angle of scattering is increased
beyond the critical angle. We believe this effect to be a signature of the continuous phase shift

4But one must change e; by e3 since light is observed in transmission.



11.2. Physics of Selényi rings 273

I R N
oo S
I o —a=3s 51
P I [ A
£0.015 N\ A Np o E
_E | N [ I /-\54'
5 I N\ Lo >
& I i\ i [ S
Q I I oy I 3t
~ oot I v o ~
< I o [ g
J I I o I I g
c% I ol I I % 27
=~ I N\ o ~
0.005 I I\ I | I
I 1\ i I 1t
I N |
I I [
0 I LN 0
0 15 30 45 60 75 90
0; (deg)
(a) RP

Figure 11.7: Incoherent components of the mean differential transmission coeflicients
(0T e/ 0N ) ineon @5 a function of the angle of scattering for in-plane co-polarized scattering
from a film geometry for the polar angle of incidence 6y = 0°. The wavelength of the incident
light was A = 632nm, the mean thickness of the film d = 5\, and the dielectric constants of
the media were ¢ = 1.0, e = 3.5, €3 = 2.25. The rms-roughness of the rough interface was
o = A/30, and the correlation length was a = A/3. (a) Top surface rough and bottom surface
planar (RP). (b) Top surface planar and bottom surface rough (PR). The black dashed lines
are the positions of the fringe maxima as predicted with a difference of optical paths length
argument, Eq. (11.15), with €; replaced by e3. The red dash-dotted line indicate the critical
angle 6, = arcsin(ny/ns).

occurring upon the Yoneda phenomena as demonstrated in Chapter 10.

We would like to stress that these results illustrate that the Brewster phase jump and Yoneda
phase shift influence the behavior of the Selényi rings. A more detailed analysis should be
carried out to explain unambiguously the full mechanisms at play by combining the knowledge
acquired both in Chapter 10 and the optical path analysis in Section 11.1. We can nevertheless
conclude that a scattering experiment on such a sample could permit to measure the phase
shifts predicted by the theory of the Brewster scattering and Yoneda phenomena based on the
fact that such a rough film system acts both as a scattering sample and an interferometer.
An experimental demonstration of these effects would be welcome as it could confirm or
complement the theory developed in this thesis.

Moreover we would like to mentioned that more effects can be observed by playing with the
dielectric constants in order to play with effects due to total internal reflection. Then effects due
to guided modes can be observed too, and some configurations of dielectric constants can lead
to intensity patterns with forbidden scattering or with regions with interference rings within a
cone and without interference rings outside a cone. We leave the thorough discussion of the
complete zoology of effects one may observe for Selényi rings to a devoted research article.



274 Chapter 11. Multilayer with randomly rough interfaces

10-2 6y = 60°

0 60 =) 0 30 60 9 Ogp 0 30 0 5060 )
0, [deg] 0, [deg]

Figure 11.8: Incoherent components of the mean differential reflection coefficients
(ORaa/00s)ineon for in-plane co-polarized scattering from a two-rough-interface film geometry
for the polar angle of incidence 6y = 0° (Figs. 11.8(a)—(c)) and 6y = 60° (Figs. 11.8(d)—(e)).
The wavelength of the incident light was A = 632.8 nm, the mean thickness of the film d = 8\,
and the dielectric constants of the media were €1 = 1.0, e = 2.69, €3 = 15.08 + 0.15¢. The
rms-roughness of the interfaces were o1 = o2 = A/30, and the Gaussian correlation functions of
each of the surfaces were characterized by the correlation length a = A/3. The cross-correlation
function between the rough top and rough bottom interface of the film had the form Eq. (11.2)
and was characterized by the parameter v with values as indicated in each of the panels. The
vertical dash-dotted and dotted lines indicate the expected angular positions of the maxima
and minima of the scattered intensity as predicted by Eq. (11.16), respectively. For reasons of
clarity only the expected positions of the maxima of the in-plane mean DRCs are indicated in
Figs. 11.8(a) and 11.8(d). Figure taken from Paper [3]

11.3 Cross-correlation induced ring intensity enhancement and
attenuation

So far we have restricted our study to the configurations RP and PR for the sake of simplicity
and for illustrating the differences between the two configurations. It is now time to treat
the case where the two interfaces are rough. We return to the system of the photo-resist
film deposited on the silicon substrate studied previously. The two rough interfaces are then
characterized by the same auto-correlation and with equal rms-roughness o1 = g2 = A/30, all
other parameters being kept identical as in the cases RP and PR studied previously.

For the case where the two interfaces are uncorrelated, i.e. when the cross-correlation parameter
is v = 0, we have seen in Section 11.1 that the intensity of the scattered light is the sum of the
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Figure 11.9: The full angular distribution of the incoherent component of the mean DRC,
(ORap/0Qs);, con» for incident B-polarized light that is scattered by a two-rough-interface film
geometry into a-polarized light («, 8 € {p,s}). When the polarization of the scattered light
is not observed, the relevant mean DRC quantity is Y azps (ORap/08s), o, and this situation
is labeled as 3 — *. The reported results were obtained on the basis of SAPT, Eq. (11.7),
and the polar angles of incidence were 6y = 0° ((a)—(f)) and 6y = 60° ((g)—(1)). The incident
in-plane wave vector is indicated by the white dot for non-normal incidence ((g)—(1)). The cross-
correlation function between the rough top and rough bottom interface of the film had the form
Eq. (11.2) and was characterized by the parameter 7 as indicated in the figure (and constant for
each row of sub-figure). The remaining roughness parameters are identical to those assumed in
producing the results presented in Fig. 11.8. Figure adapted from Paper [3].

intensities of the two associated subsystems where only one of the interfaces is rough at a time®.
The corresponding diffuse component of the mean differential reflection coefficients are shown
for co-polarized scattering in the plane of incidence in Figs. 11.8(a) and 11.8(d) for normal
incidence and 6y = 60° incidence respectively. We can see that, as the sum of two interference
patterns of intensity with the same fringe positions, the resulting pattern also exhibits fringes
at the same positions as for the two subsystems. In addition, the contrast is poor since one of
the two subsystems has a poor fringe contrast, and, in this particular case, it happens that the
subsystem with the rough interface on the substrate dominates the signal.

When now the interfaces are correlated, the last term in Eq. (11.7) may contribute either neg-
atively or positively to the intensity. Note that the resulting intensity remains non-negative in
virtue of 2Re(zz™) < |z|? 4+ |2/|2. The contribution of this last term is plotted in the (8, 0s)-
plane in Figs. 11.5(c, h), where we can appreciate that the extrema of the correlation induced

®Let us stress again that this is true only in the single scattering approximation.
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term takes positive and negative values on the same grid as the maxima of the two independent
subsystems (see Figs. 11.5(a, b, f, g)). This means that when summed to the intensities of
the two subsystems, the cross-correlation term may enhance some fringes and attenuate some
other with an efficiency that depends on the cross-correlation parameter «. Figures 11.5(d, i)
show the resulting total intensity when v = 1, i.e. when the two surface profiles are perfectly
positively correlated, while Figs. 11.5(e, j) show the resulting total intensity when v = —1, i.e.
when the two surface profiles are perfectly negatively correlated. When can see that by adding
(v = 1) or subtracting (v = —1) the cross-correlation term to the sum of intensities of the two
subsystems RP and PR, half of the fringes disappear while the other half are enhanced. The
fringes being enhanced or attenuated depend on the sign of . This is illustrated for co-polarized
scattering in the plane of incidence in Figs. 11.8(b, e) for v = 1 and Figs. 11.8(c, f) for v = —1.
We observe that the cross-correlation induced interference selectively enhances and attenuates
every other fringe, depending on the sign of the correlation parameter. Note that this effect
also consequently enhances the contrast. Figure 11.9 shows the corresponding full angular dis-
tribution of the diffuse component of the mean differential reflection coefficients for scattering
from incident p- or s-polarized light and detecting the intensity independently of polarization.
The three cases of uncorrelated (y = 0), positively correlated (y = 1) and negatively correlated
(v = —1) interfaces are shown, and we can appreciate by comparison with the uncorrelated case
the enhancement and attenuation of half of the rings, which are selectively attenuated or en-
hanced depending on the sign of 7. For intermediary values of —1 < v < 1 the same behavior is
observed but with a weaker enhancement and attenuation efficiency. For 0 < v < 1 the intensity
pattern will be somewhat between those for v =0 and v = 1.

11.4 Quételet rings and multiple scattering effects

A natural question after such a study is the following. What happens for rougher surfaces?
When the surfaces become rougher, we expect that multiple scattering paths will contribute
significantly to the scattering amplitudes. It was shown by Lu et al. based on one-dimensional
simulations of the reflected light scattered by a dielectric film on a perfectly conducting surface,
that the intensity experiences three regimes with increasing roughness [116]. In the weakly rough
regime, Selényi fringes are observed with similar interference patterns as those presented in the
present chapter. For slightly rougher surfaces, interference fringes are also observed but with
a different behavior than the behavior of Selényi fringes with respect to the angle of incidence.
It was shown that the position of the fringes in the scattering distribution vary with the angle
of incidence. It was motivated that the relevant paths contributing to such a behavior was a
single scattering path of the form shown in the PR configuration (see Fig. 11.2(c)), and mixing
the phase ¢ and ¢s. Assuming only one segment down and one segment up inside the film, the
corresponding phase shift is pg + ¢, the associated optical path length shift is

A = nyd(cos 9(()2) + cos 69). (11.23)

Such an optical path length shift could adequately describe the dependence of the fringe positions
on the angle of incidence. Such interference fringes, or rings, are known as Quételet rings
[116, 118, 119, 120]. We speculate that as the roughness is increased, the dominating single
scattering paths in the weakly rough case, are those essentially giving either a phase shift being
a multiple of ¢ or ¢ and the paths mixing exactly an equal amount of ¢y and ¢4 are negligible.
When multiple scattering starts to play a role, the single scattering paths have less chance of
staying ... single scattering paths, or in other words their contribution decays. We believe that
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the paths that mixes equally ¢y and ¢ are less affected than other and becomes of the same
order as the single scattering paths which were the dominant ones for weakly rough surfaces, and
the Quételet rings are observed. For very rough surfaces, multiple scattering paths dominate
inducing a loss of coherence and destroying the interference due to multiple reflections inside the
film. There are no interference rings anymore. For metallic surfaces, the enhanced backscattering
phenomenon can be observed, which is due to the excitation of surface plasmon polaritons at
the dielectric metallic interface [116, 47]. Satellite peaks may also be observed in the multiple
scattering regime if the film supports one or several guided modes [121, 110, 122, 52, 47].

11.5 Summary

After dealing with the physics of scattering by a single rough interface in Chapter 10, the present
chapter was devoted to the study of the scattering by a rough dielectric film, and more precisely
to the study of Selényi rings which are interference rings in the diffuse intensity. Based on small
amplitude perturbation theory to first order, and on an equivalent picture based on optical paths
allowing for a single scattering event, we have identified the physical mechanisms at play in the
Selényi rings phenomenon. By a careful examination of the different possible single scattering
paths, we were able to explain the difference of ring contrast observed when either a rough
surface is on the side of the observed light (the remaining surface being planar) or the opposite
configuration. The difference could be explained in terms of the nature of the optical paths
involved, in particular the importance of paths with phase mixing related to both the angle of
incidence and the angle of scattering. Moreover, we have illustrated the influence of the Brewster
scattering effect and of the Yoneda effects on the positions of the rings due to additional phase
jump and phase variations associated with these two phenomena as was explained in details in
the previous chapter. In addition, a phenomenon of ring enhancement or attenuation was also
observed and explained by tuning the cross-correlation between the two rough interfaces. This
is an example of correlation induced interference.
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Chapter 12

Inverse scattering problem

With four parameters I can fit an elephant, and with five I can make him wiggle his trunk.
John Von Neumann.

Can we deduce the shape of a surface from the knowledge of its scattering response? How to
design a surface with a given scattering response? These two similar questions are admittedly
more challenging to answer than that of the forward scattering problem, and will be referred
to as the inverse scattering problem and the designer problem. In this chapter, we present
methods to solve the two aforementioned problems, in some specific cases, by interpreting them
as an optimization problem.

The aim of the present chapter is to explain and demonstrate how one can recover surface
parameters of a system composed of one or several periodic surfaces composed of elemen-
tary shapes, whose Fourier moments are known analytically, and the statistical properties
of randomly rough surfaces. This is, of course, a simpler problem than that of a general
inverse scattering problem since we assume the knowledge of the materials the system is
made of, and the shape of the surfaces but only ignore the scaling parameters that define
the geometry. We will refer to this problem as the parameter retrieval problem or as critical
dimension metrology. Nonetheless, this problem has some interesting practical applications.
Assume one is manufacturing a surface, hence one has some knowledge of what the surface
should look like but with some uncertainty. One would then be interested in verifying
and assessing the quality of the manufactured surface. This could in principle be done
at a low cost by a light scattering experiment and using the presented method to obtain
quantitative estimates of the actual parameters of the surface. A second example is that of
the designer problem. If one is able to construct some well pre-defined structures, how to
optimize the parameters of these structures to obtain an optical response which is as close
as possible to a desired optical response, given some constraints on what is practically realizable.

The basic idea for solving the aforementioned optimization problem is to construct a sequence of
surfaces, or systems, defined by a set of geometrical parameters with an algorithm that minimizes
an objective function which compares the scattering response of the simulated surfaces to a target
scattering response. The present chapter is composed of three main parts. First, we will explain
how the inverse problem is handled mathematically, viewed as a rather general optimization
problem. We will define how the parameter space defining a system is described and introduce
the concept of measurement functional which, we believe, is a rather elegant way of defining
any objective function based on the reflection and transmission amplitudes, although the reader
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may find it too abstract. Then we will present some classic methods for solving optimization
problems which make use of the gradient or Jacobian of the objective function, as well as some
techniques to evaluate the Jacobian numerically. Finally, the framework is applied to a concrete
example of critical dimension metrology of a plasmonic photonic surface and we show that the
method is able of retrieving geometrical parameters with great accuracy.

12.1 Position of the problem

Let a system be composed of a stack of n + 1 layers separated by n interfaces as defined in
Chapter 3. We assume that the set of surface profiles ((;)ic[1,n] is completely defined by a finite
set of d parameters denoted v = (v, -+ ,vg).

Example: for a stack of flat interfaces, only one parameter per interface is needed to encoded
the geometry of the system, namely the distance H; of the ith
v = (Hy, - ,Hp).

surface from a given origin, hence

Example: for a single two-dimensional sinusoidal surface given by

G (x) = g {sin <(21—7I .7:1) + sin (i—z T2>:| ,

three parameters are needed to define the surface, namely, the amplitude H, and the period in
each direction a; and ag, hence v = (H, a1, ag).

Example: for a randomly rough surface having a Gaussian height probability density with
rms-roughness ¢ > 0 and a isotropic Gaussian auto-correlation function with correlation length
a > 0, the parameter vector defining the statistical properties of the surface (or realizations of
the surface) is then v = (0, a). If we are studying a system having a film with randomly rough
interfaces, we have v = (01, 09,a1,a2,h) where h is the height offset of the second interface
(the first being set to have zero average height) and the rms-roughness of the first and second
interface are respectively o; and o9, and their correlation lengths are a; and ae. Note that
we can also add cross-correlation between the interfaces, or consider anisotropic surfaces hence
adding extra parameters.

Remark 12.1. In this chapter, we have chosen to work with a fixed set of materials for the
different layers, and only the geometrical parameters will be part of the optimization variables.
It is of course conceivable to add the material dielectric functions as part of the optimization
parameters. We choose here to restrict ourselves to the case in which one has knowledge of
the material composition of the system and one is interested in recovering the geometrical
parameters.

The geometry of the whole system is then determined by the d-dimensional parameter vector
v = (vi)iepq Let R(p|pg,w,v) and T(p|py,w, V) respectively denote the reflection and
transmission amplitudes of the whole system defined by v. Let R(p| Py, w) and T(p| Posw)
denote the reflection and transmission amplitudes of a target system.

In practice, the reflection and transmission amplitudes of the target system are not known,
but only a finite set of physical measurements is known. By measurement, we can understand
either the outcome of an actual measurement from an experiment, or the desired outcome for
a measurement in the case of the designer problem. Thus one might know only the intensity
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scattered in a given set of directions given a set of incoming wave vectors, for a given set of photon
energies, and for a given set of polarization states. These measurements will be mathematically
described as functionals acting of the reflection or transmission amplitude distributions for a
given system R(- |-, -,v), T(-|-, -,v). The action of a measurement M on the scattering
amplitude X(- |-, -,v), where X = R or T, is denoted as (M, X(-]|-, -,v)). Thus only some
((M;,R))1<j<n and/or ((M;, T))1<j<n, which represent a set of N measurements, are known
and consequently only the corresponding measurements for the computed scattering response are
allowed to be used as part of a cost function. Therefore a cost function for the set of parameters
v, x(v) is of the form

) = x (MK (V) M X[ v (MK (M X)) - (12.)

Here the X; denote either the reflection or transmission amplitude distributions, so that we
could have mixed reflection and transmission data. A natural example of cost function that we
will use in the following is a cost function quadratic in difference of measurements

N M],X] Y ‘,V - M],XJ ?
X2(V)—;Z‘< (- Uz» M X)| o

Here o; corresponds to an uncertainty or tolerance in the target data (./\/lj,f(]), so that each
term in Eq. (12.2) is weighted with respect to the respective tolerance. A convenient feature
of the above cost function is that it is (i) positive and (ii) if a system gives the exact same
measurement outcomes as the ideal system, then the cost function vanishes.

Examples of measurement functional: as a first example of measurement functional, let us
consider a single periodic interface whose scattering amplitude distributions are Dirac combs, as
we have seen in Chapter 4 for example. In this case, only a discrete set of modes with in-plane
wave vectors, up to the incident wave vector, lying on the reciprocal lattice of the interface are
allowed. Among these modes, only those with in-plane wave vector within a disc of radius /er%
(resp. \/€2%) are propagating reflected (resp. transmitted) modes. Experimentally, for a given
incident angular frequency w, in-plane wave vector p, and polarization state 5 € {p,s}, one
can measure the fraction of incident power scattered in the mode £ € Z? with polarization state
a € {p, s}, also known as scattering efficiency (see Chapter 1). From the scattering amplitudes

X(f)(p07 w), one deduces the efficiency, which we will simply denote egé’a (pg,w), given by

a; () |.(®) ‘2 Fp® 2 ¢, w?
X.€ X.e ey T (Po:w, V) it [py [* < €z
b5 (P v) = (e (P ). X(- |-, - v)) = ¢ o) [T 0
0 if |p0 ‘2 > Ej%
(12.3)
where the subscript j denotes the medium in which the mode is scattered, i.e. j = 1 for

reflection X = R and j = 2 for transmission X = T. Note that in the following, we will only
use the functional bracket notation when dealing with the abstract procedure, but we will use
its result as a function of v when giving concrete example.

A second example of measurement functional, that will be particularly important in our
concrete application (Section 12.5), is that giving the Mueller matrix elements (see Chapter 1).

As an example of measurement functional when dealing with randomly rough surfaces, we
may consider that giving the incoherent component of the mean differential reflection and
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transmission coefficients (see Chapter 1).

To sum up, for a given set of measurements (M;) jeq1,N] and their corresponding outcomes for
the target, the cost function is only a function of the parameter vector v. The last ingredient
one needs to define the optimization problem is a set of constraints on the parameters. The set
of constraints is represented by some set in v-space. To fix the idea, and since all geometrical
parameters considered here are real, we can see the parameter vector v as a vector in R%. Thus
the constraints are represented abstractly by some set ¥ C R?. To use the vocabulary of the
field of optimization, we will call an element v € % an admissible solution and an admissible
solution which minimizes the cost function on 4" an optimal solution or point of minimum. With
the presented set of notations, the minimization problem reads

find ¥ € € such that x(¥®) = inf/)x(v) . (12.4)
vES

We will now present algorithms that minimize the cost function under a set of constraints and
yield an optimal solution.

12.2 Optimization methods based on the Jacobian

12.2.1 Conditions for a local minimum

Assuming the objective function to be twice differentiable and that 4 = R (i.e. we consider a
unconstrained problem) a necessary and sufficient condition for ¥ to be a local minimum read

Vx(v) =0, and wIHWV)w >0 (12.5)

for all w € R? and all v in a neighborhood of ¥. Here Vx(v) and H(v) denote respectively
the Jacobian, (0x/0vi)1<i<d, and the Hessian of x, (82x/8vi8vj)1§i7j§d, at the point v. This
generalizes the well known result in one dimension that a local minimum is found at a point of
vanishing slope and of positive curvature.

12.2.2 Gradient descent

The idea of the gradient descent or steepset descent method is, from an initial point in %, to
iteratively compute a sequence of points in ¢ that converges to a local minimum or a saddle
point by taking steps along the direction along which the cost function decreases the most, i.e.
opposite to its gradient Vy, and this until a point where the gradient vanishes is found. Then
more analysis is needed to decide whether the point of local minimum or saddle point found is
a global point of minimum. The algorithm for the gradient decent reads

e Choose an initial point v, € €.

e While the norm of the gradient is larger than some small number do
Vot1 = Vi 7#an(vn)
where p,, is a step size, which may be fixed or adaptive.
If v, .1 ¢ €, project v, ; onto €.

Remark 12.2. The projection onto % is not a trivial step in general as it depends on . In
the cases we will deal with, & will be a d-dimensional box and the projection in that case is
straightforward.
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12.2.3 Gauss-Newton and Levenberg-Marquardt methods

We consider now the specific case of an objective function of the form Eq. (12.2). In order to

lighten the notations, since each term (M, X;(- |-, -,v)) is only a function of the parameter
vector v (all the data concerning angle of incidences, scattering, etc... are parameters of the
measurement functional) we simply write y;(v) = (M;,X;(- |-, -,v)) and the corresponding

target data §; = (M, X;), so that Eq. (12.2) reads

Z'yf 5L (126)

Here we have introduced the N-dimensional residual vector whose components are defined by
pj = (yj — ¥;)/o. The main idea of Gauss-Newton methods is to approximate the objective
function by a quadratic form (which should be a reasonable thing to do near a local minimum)
and to take a leap to the stationary point (potentially a minimum) of this quadratic form. Let
a quadratic approximation of x? about a point v, be

(V) 2 (V) + (v = v,) - VP () + % (v=v,) - H(v,)(v—v,), (12.7)

where Vx? and H are respectively the gradient and Hessian matrix of x2. In particular, this
yields the following approximation for the gradient Vx?

VX2(V) ~ VXQ(Vn) + H(Vn)(v - Vn) . (128)

We now want to take a leap to what could potentially be a local minimum of the quadratic
approximation of x?, which means that we want to reach a point v,,,; where Vx?*(v, ;) = 0.
Setting Vx?(v,,;) = 0 in Eq. (12.8) yields

H(v,) (Vo1 = V) = =V*(v,) (12.9)

which is a linear system in the leap v, . ; —v,. Solving Eq. (12.9) hence gives us a new
point of approximation for the point of minimum. There are two difficulties to consider
here. First, the quadratic form approximating best the objective function at some point v
requires the computation of the Hessian matrix of x2, which is in principle a non trivial task
since in our case the y; are non-linear in v and not known in closed form. Indeed, recall
that for evaluating 1; we need to solve numerically the RRE and then apply a measurement
functional on the solution. We then need a simple way to approximate numerically the
Hessian. Second, there is no guarantee that a point where the gradient of the quadratic form
vanishes is a minimum. It could be a maximum or a saddle point too. The remedy to this
issue will be to somewhat bias the new leap towards the gradient descent if that given by
Eq. (12.9) actually increases the objective function. These considerations are at the core of the
Gauss-Newton and Levenberg-Marquardt methods [123, 124, 61] that we now describe in details.

Let us then express the gradient and the Hessian matrix of the objective function, Eq. (12.6).
The k" component of the gradient reads (k € [[1,d])

J

ay] Y —Yj

or equivalently in vectorial notations using the residual vector

vx:=J3"p, (12.11)
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where J is the Jacobian matrix of the residual vector. The (k,[) element of the Hessian matrix
reads (k,l € [1,d])

?x? N1 [y dy | Py
=) - |22 e 12.12
ka&ul Z 2 L%k 81}1 + a’vkavl (y] y]) ( )

=17
The elements of the Hessian matrix requires in principle the evaluation of first and second order
derivatives of the components y;. A common approximation consists in ignoring the second
term in the square bracket in Eq. (12.12). This can be motivated by the fact that this term will
be negligible in practice compared with the first one. One way of seeing this is that near the
minimum, we expect (y; — §;) to be small. In fact, inclusion of the second term may lead to
unstable schemes if outlier data points may not be fitted by the model [61]. Hence the Hessian
is approximated by

1 Oy, 0y;

— L = (12.13)
j=1"3J

which only requires the evaluation of first order derivatives, which we needed anyway for evalu-
ation of the gradient.

Remark 12.3. Note that this approximation will not change the solution obtained when the
iterates have converged but may only affect the speed at which the optimum is reached. Indeed,
all we actually ask for is to have a good enough local approximation of the cost function by a
quadratic form. Whether this quadratic approximation is the best one or is only close to it is
not crucial [61].

The Gauss-Newton (or quasi Gauss-Newton) method then consists in solving Eq. (12.9) with H
replaced by its estimate H defined for k,1 € [1,d] by

N
~ 1 : n
Ha=3 = 9y; 9v; (12.14)

or in vectorial notation using the residual vector
H=JTJ. (12.15)
In other words, a (quasi) Gauss-Newton steps consists in solving

73] (v,) (s —va) = =37 (v,) p(v,) (12.16)

Now if such a step does not decrease the objective ~function7 one applies a regularization step,
which consists in adding weight to the diagonal of H. This is done in the following way. Let u
be a small positive scalar and set

Y = (1 + pow) Hi (12.17)

and repeat the Gauss-Newton step with the new matrix H*). If the new point v,, 41 still does
not decrease the objective function, repeat the regularization step by increasing the value p, etc
... What is this actually doing? Let us first imagine that the regularization step instead reads

ﬁ,i‘;) = Hy + 116 , (12.18)
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which was Levenberg initial contribution. When p becomes large the matrix H® becomes
diagonally dominant and we can write that it is essentially

HY ~ by, (12.19)

hence solving Eq. (12.16) simply reduces to
1
Vo1 =V~ VXQ(VTL)7 (1220)
"

which is simply a gradient descent step with step size 1/u. Such a regularization step then
have a tendency to bias the leap towards the steepest descent for large p. However, this may
be inefficient since the step size may become small. In addition, Marquardt realized that the
components of the gradient of the objective function may have different scales, since in fact they
may have different units. Therefore, there should be a better way to weight each component of
the gradient than by a common scaling factor, i.e. a pseudo gradient descent that would look,
component wise, like
2

Un+t1k = Unjk — ,Uik g%k V) - (12.21)
Marquardt’s idea is that the Hessian matrix contains information about the scales for more
appropriate step size on each gradient direction. Indeed, looking at the dimensions we have
[0x2/0vg] = [v] 7!, and [0%x?/Ov}] = [vk] 2, hence we would rather like to have a proportion-
ality constant 1/u, between vy and 9x?/0v;, in Eq. (12.21), to have the dimension of [vg]?, i.c.
(] = [vr]~2 which is precisely the dimensions found in the diagonal elements of the Hessian ma-
trix. Consequently, Marquardt suggested the regularization scheme we announced in Eq. (12.17).

To sum up the Levenberg-Marquardt method consists in approaching a local minimum of the
objective function by solving

[JT J +#nd1dg(JT J)] (Vn) (Vn+1 - Vn) = JT(VTL) p(vn) ’ (1222)

with adaptive regularization parameter u, to ensure that the objective function decreases at
each new iterate. It is clear from Eq. (12.22) that evaluating the Jacobian of the residual vector
becomes a key step in the optimization process, and we devote the next section to this task.

12.3 Methods for computing the Jacobian for the RRE

In the methods presented in the previous section, the Jacobian of the cost function, or that of
the residual vector, plays a key role. We expose now methods for computing the Jacobian of
the residual vector and discuss their advantages and drawbacks in the case of a model being the
solution of the reduced Rayleigh equations.

12.3.1 Finite difference

A rather simple way to evaluate the Jacobian of the residual vector, or that of the objective
function y, is through the use of finite difference methods. Assume that one has implemented
a solver for the reduced Rayleigh equations giving the reflection and transmission amplitudes
for a given set of scattering parameters (angles of incidence and scattering, wavelengths) and
a given parameter vector v defining the scattering system. In addition, assume that one has
implemented a function that takes as an input this reflection and transmission amplitudes (and
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target data) and returns the residual vector. Then one can estimate the Jacobian of the residual
vector by solving d + 1 reduced Rayleigh equations, one for the current parameter v,, and one
for each direction v; (recall that v € R?) in parameter space with v = v, +Av;é; = vy )7

where €; is a unit vector in the 4% parameter. From the d 4+ 1 computed residual vectors,

po = pPv,),p1 = p(v,(l1 )y, Py = p(v,(Ld)), we can approximate the Jacobian matrix of the

residual vector by

/ P1 Po Pd Po
( n) ( 21)1 ’ ’ fvd ) ( )

The advantage of this technique resides in its simplicity of implementation. Although the deriva-
tives are approximated by finite differences, the method is expected to work relative well if the
residuals change smoothly with the parameters, which essentially means that the optical re-
sponse changes smoothly with the parameters. The choice of the steps Av; must be taken
carefully for each parameter. Indeed, note that all parameters, first, may not have all the same
physical units (usually length, angles, unit-less scaling parameters between two lengths, etc ...),
second, may vary in quite different ranges, and third, may not all have the same impact on
the optical response. The user hence must carefully study the nature of each parameter, their
expected range of admissibility and estimate their impact on the optical response to come up
with a reasonably small but relevant step size in terms of change in the optical response.

12.3.2 Differentiation of the RRE

Is there a method to compute exactly the Jacobian of the scattering amplitudes solution of
the reduced Rayleigh equations? Yes, there is. The idea is quite natural as it consists in
differentiating the reduced Rayleigh equations with respect to the parameters in order to obtain
an equation on the Jacobian of the scattering amplitudes. We will see that it is not much
more costly than doing a finite difference approximation but it requires a bit more numerical
implementation. Let us start by reminding the reader that the scattering amplitudes X (q | po)
are always given as the solution of (i) an integral equation of the form

/M(p\q>X<q|po> — N(p|p) . (12.24)

(2m)?

for arbitrary surfaces or (ii) an infinite countable linear system

> M(pg | Pam) X™(py) = = N(p, | Po) (12.25)
meZ?

for periodic surfaces. We treat now the latter case since it takes a form which looks closest
to numerical implementation. The former situation can be treated in a similar fashion. An
interesting fact is that the periodic case contains an additional detail that one must pay attention
to. The lattice constants being considered as parameters, taking derivatives with respect to the
lattice constants induce extra factors due to the fact that the in-plane wave vectors of the form p,
depend directly on the lattice parameters. We thus start by considering the case of a geometrical
parameter which is not a lattice parameter.

Differentiation with respect to a non-lattice parameter
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Consider a parameter v; of the parameter vector v .= (vy,---,v4), such that v; is not part
of a lattice parametrisation. By taking a partial derivative of the reduced Rayleigh equations
Eq. (12.25) with respect to v; we obtain

> (3 M(pg | Prm) X™)(pg) + M(pg | Prm) 0o, X<‘“)(po)> = —0,,N(pg | Py) - (12.26)
meZ2

Here 0y, M corresponds to a 2 x 2 matrix whose elements are (0y, Mo, )a, sefp,s} and similarly
for 9, N and 9,, X™). Assuming known the solution of Eq. (12.25), we obtain a linear system
for (9, X)) 7o, namely

Y M(P | Pra) 9o, X™ (pg) = =00, N(Pg [ Po) = Y 90, M(Pg | Pr) X™(pg) . (12.27)

meZ? mez2
The computation of the Jacobian of the scattering amplitudes thus reduces to solving a linear
system similar to the one for computing the scattering amplitudes. In fact, the left-hand
side matrix stays identical to that used for solving Eq. (12.25) but the right-hand side is
composed of two terms. The first term is simply the partial derivative with respect to v; of
the right-hand side of Eq. (12.25) and the second is the product of the partial derivative of the
left-hand side matrix of Eq. (12.25) and its solution. Numerically, this means that we need to
set up the new matrix d,, M and vector 9,, N, and solve a system. It is therefore, roughly,
as costly as doing a finite difference approximation. Indeed, for each partial derivative with
respect to a parameter, the finite difference approximation requires to set up M and N for
a system whose parameter v; is perturbed by an amount Awv; and solve the corresponding system.

Differentiation with respect to a lattice parameter

In the case of differentiation with respect to a lattice parameter, the same method applies but
we have to remember that

Ov; [Map(Pe | Pr)] = 00, Map(Pg | Pr) + Ov, Pe -V, Mag(Pe | Pra) + Ov; Pn Vi, Map(Pe | Pm)
Oy, [Nag(Pe | Po)] = 0u, Nap(Pe | Po) + v, P 'vplNaﬁ(pz [ Po) -

12.4 Other optimization methods

We briefly comment in this section on the potential use of other optimization methods with
their advantages and drawbacks.

12.4.1 Genetic optimization

Genetic optimization, or more generally evolutionary algorithms, refers to a family of heuristic
optimization methods inspired from biology. The parameters defining the system is seen as a
genome and the measurements as a phenotype. The objective function then consists in having
a phenotype which fits best the objective. The basic principles of a genetic algorithm read as
follows (see e.g. [125, 126]):

1 Generate a set of systems (a generation of individuals) with randomly picked values of the
parameters (genes). Compute the corresponding value of the objective function for each
system.
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2 Create a new generation of systems until some systems are found to have reached a small
enough value of the objective function (loop). The rules for creating a new generation can
combine the following tunable steps:

2.1 Keep the first few individuals of the previous generation with the smallest value of the
objective function. This avoid loosing potentially good solutions from a generation
to the next.

2.2 Create new individuals by ”procreation”, or cross-over of the genomes of several
parents taken from the previous generations. This can be done by choosing randomly
a certain number of parents and choosing randomly a certain number of genes (values
of parameters) for each and making a new genome from them. The choice of parents
can be done randomly with a tunable probability distribution for an individual to be
picked as a parent. For example, an individual with a small value of the objective
function may have better chances to be picked than an individual with a large value
of the objective function.

2.3 Mutate some of the new individuals by randomly changing the values of some of their
genes. This ensures to explore more the parameter space and avoid that the indi-
viduals look too similar after a few generations, so that good "unexpected” solutions
may be reached.

The above description is of course very basic and aims at giving the essential ideas behind genetic
optimization. The art of building an efficient algorithm for a given problem consist in tuning
appropriately the different steps and in particular the probability distribution for an individual
to be a parent and for mutations. Indeed, giving to much weight to the currently best solutions
may lead to an impoverishment of the genetic pool leading to similar solutions which do not
explore sufficiently the parameter space. On the contrary, given even weight for all individuals
or having too much mutations may lead to exploring too much the parameter space randomly
without using the information on which individuals were potentially close to an optimal solution.

One may consider genetic algorithms for optimizing a structure where for example different type
of particles with different shapes and sizes maybe placed on a substrate and optimized these
parameters for achieving some targeted response. Implementing such an algorithm is relatively
simple, and does not require the computation of the Jacobian of the objective function. However,
one must keep in mind the cost associated with the evaluation of the objective function for each
system, or individual. Indeed, genetic algorithms usually require that each generation contains
many individuals, say a hundred or a thousand for the sake of the example. In other words,
each generation requires to compute the response of a hundred or thousand systems, which
is costly in the case of electromagnetic wave scattering. The method based on the reduced
Rayleigh equations is relative efficient compared to other methods like Finite Elements Methods
or Rigorous Coupled Waves Analysis, but nevertheless has a cost which does not allow for
computing too many systems. In fact, the Levenberg-Marquardt used in Section 12.5 on a
concrete example with experimental data, needed around 20 to 30 iterations before leading a
trustful optimal solution which would be with the number of parameters for this problem around
a hundred systems simulated in total. Therefore, genetic algorithms may not be the preferred
optimization method in this case. A genetic algorithm may be preferred instead if the number
of parameters becomes very large and/or if fast approximation methods for the computation of
the objective function can be found.
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12.4.2 Stochastic optimization

As mentioned earlier, methods based on the Jacobian of the objective function have essentially
two drawbacks. First, such methods find local minima of the objective function, and the
local minimum found by the algorithm depends in general on the initial condition. Second,
for optimization problems involving a large number of parameters d the computation of the
Jacobian may become very costly as essentially d + 1 forward problems per iteration must be
solved (by iteration we mean a new guess of the solution of the optimization problem). In
such cases, where the parameter space is of high dimension and/or the objective function may
feature many local minima, one may prefer stochastic methods. An advantage of stochastic
optimization methods is that they usually do not require the objective function to be smooth
as the Jacobian is not used. A second advantage is that stochastic methods are, in principle,
made for finding the global minima of the objective function.

The basic ideas behind stochastic optimization methods are the following. Let us assume that
the parameter space is discretized such that we allow the parameter vector v to take only
discrete values. The number of possible discrete values of the parameter may potentially be
huge, and evaluating the objective function for each possible parameter vector is of course out
of the question. By analogy with problems of statistical physics where the state of a system is
determined by a competition between thermal fluctuations and the minimization of a potential
energy, we can define the Gibbs measure pr parametrized by an artificial temperature parameter
T as

_ 1 x(v)
prv) = 5 oo (<220 (12.20)
with the partition function Zp defined such that pr is normalized, i.e.
x(v)
Zp = Zexp (_ . ) _ (12.30)

The objective function x hence plays the role of a potential energy in our analogy with problems
from statistical physics. Note that the partition function cannot be evaluated in practice since
this would require to evaluate the objective function for each parameter vector. The interest
of defining the Gibbs measure as in Eq. (12.29) is that it assigns a probability to each param-
eter vector v which becomes more and more concentrated on the points of minimum as the
temperature goes towards zero. Indeed, let x* be the minimum value of y on the considered
discrete space of v, and assume that the minimum is reached for a set of n parameter vectors

g+ {v|x(v) =x*}={v}, - ,vi}. Then by multiplying and dividing the Gibbs measure by

exp ( %= ), it can be recast as

exp (_ X(V;:X*)

) o (LY

It thus becomes clear that for all points v ¢ %*, the numerator exp(

pr(v) (12.31)

—7X(V)T7X* — 0 as

T — 0 while only the points of global minima, v; € %*, retain a non-zero weight, since

exp (—w) = 1, which gives with the normalization factor a probability equal to 1/n for

each point of minimum, i.e. the inverse of the number of points of minimum.
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The art of stochastic algorithm is then to simulate the Gibbs measure for a decaying tempera-
ture. This is usually done by the use of Markov chains with transition probabilities based on
conditional probability constructed from the Gibbs measure (in order to avoid to refer to the
unknown partition function). Example of such techniques are the Metropolis-Hasting algorithm
or simulated annealing [127, 128, 88] , which we choose not to discuss further here as the aim
of this section is to only give a brief discussion on the basic ideas behind stochastic optimization.

More important to us is to see that stochastic optimization may be of interest for our inverse
scattering problem if the parameter space becomes of high dimension. Stochastic algorithms
usually require a relatively large number of evaluations of the objective function. Such methods
would then be kept for problems for large d. An advantage of stochastic optimization compared
with the genetic optimization is that it is not based on heuristics and is hence backed up with
a mathematical theory providing theorems which (in some sense) guarantee the convergence
of the algorithm towards a global optimum, with in some cases estimates of the convergence
rates. A difficulty, however, is the choice of the decay rate for the artificial temperature, which
intuitively should decay fast enough for the algorithm to be efficient but not to fast so that the
system does not ”freeze” in a region near a local minimum. This is an art in itself.

12.4.3 Adjoint method

We have seen previously that the methods based on the Jacobian require solving d+ 1 scattering
problems at each iteration, d being the dimension of the parameter space. Solving a single
reduced Rayleigh equation numerically, which consists in solving a linear system of equations,
costs O(D3) operations (assuming the use of a direct method) where D is the number of modes
(see e.g. Chapter 5). Then each iteration of the optimization scheme thus requires O(dD?)
operations, which can become very costly if both D and d are large. If there are only a few
parameters to be tuned the methods presented previously, such as the Levenberg-Marquardt,
will be satisfactory. However, what to do if we wish to design a surface where all discretized
points on the surface are left as free parameters to be optimized and d becomes significantly
large (d could be several thousands or more)?

The adjoint method [129, 130] answers exactly this question, and we will show now how to
obtain the Jacobian of the cost function in a number of operations independent of the number
of parameters d, i.e. in O(D?) operations. Assume for simplicity that we can write the cost
function as

x(v) = F(X(v)), (12.32)

where X (v) = (X, (v))1<n<n formally represents the numerical solution of a reduced Rayleigh
equation for some parameter v, and that we denote formally in the following as the linear system

M(v) X(v) =N(v), (12.33)
and F is a known function of X!. The Jacobian of x at point v reads

Box(v) = 05, X, (v) Ox, F(X(v)) = 8, X(v) - Vx F(X(v)) , (12.34)

n=1

L The function F' could also be a function of X and v, and the presented method would also work in a similar
fashion.
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for each parameter v;, or in matrix notations

Vex(v) =V, X(v)Vx F(X(v)). (12.35)

Let us stress that in the above equation, Vyx(v) is a column vector of size d, Vx F(X(v)) is
a column vector of size N (size of X) and V, X(v) is the Jacobian matrix of X and is of size
d x N. We have seen in Section 12.3.2 that the differentiation of the reduced Rayleigh equation
with respect to the parameters, or equivalently of the linear system Eq. (12.33), yields d linear
systems of equations to be solved for computing Vy X (v), namely

M(v) 0p; X(V) = 0p; N(V) — 0y, M(v) X (V). (12.36)

for each v;. Hence we can write

0y, X(v) = MY(v) [0, N(v) — 0y, M(v) X(v)] . (12.37)

Plugging the above equation into Eq. (12.34) we get

Do, xX(V) = (M’l(v) [0, N(v) — 0,, M(v) X(V)DT Vx F(X(v)) (12.38)

= [0, N(v) — 0, M(v) X(v)]"

(M*LT(V) VXF(X(V))> . (12.39)
Here we have written the same expression but by stressing different orders of make the matrix
products. In Eq. (12.38) the matrix multiplication M~ (v) [0y, N(v) — 0y, M(v) X(v)] is taken
first and then the result (transposed) is multiplied by Vx F(X(v)). According to Eq. (12.38),
the first factor thus requires to multiply a N x N matrix (M~!(v)) to d vectors (one for each v;)
of size N, resulting in the problematic complexity of O(dN?). However, Eq. (12.39) suggests to

rather take the matrix-vector product Z(v) f M~1T(v) Vx F(X(v)) only once and then take
the d dot products with the vectors 9,, N(v) — 9,, M(v) X(v). This reduces the asymptotic
complexity to O(N3) since then the most operation consuming step is to solve the single adjoint
linear system

MY (v) Z = Vx F(X(v)). (12.40)

Note that the adjoint method is particularly interesting when the function F' and the matrices
M and N are known analytically and so are the corresponding gradients with respect to their
respective variables. We have thus replaced the conventional computation of the Jacobian of
the cost function, which requires solving d linear systems of equations of size N, to solving a
single adjoint linear system of equations of size N.

The adjoint method allows the use of optimization schemes based on the Jacobian with a
complexity independent of the dimension of the parameter space. This feature opens a great
path towards design of complex systems where a huge number of parameters can be taken into
account. A typical example is the case of topological optimization where the shape of different
components of a system can be optimized, i.e. that essentially each surface point is viewed
as a parameter. The adjoint method has been used in several works for the optimization of
optical components. A few examples are, the optimization of silicon photovoltaic cell front
coating [131], the maximization of band gaps in two-dimensional photonic crystals [132, 133],
the control of emission directionallity of a waveguide termination [134] or even for the design of
full optical circuits [135].
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We believe that the combination of the adjoint method together with the reduced Rayleigh
equations solver should give a very power method for the design of surfaces with desired optical
properties, and will be the topic of future research.

12.5 Critical dimension metrology of metasurfaces

We present in this section a technique for parameter retrieval, or critical dimensional metrology,
based on Mueller matrix ellipsometry measurements. Such a technique has been used success-
fully in the past in conjunction with numerical simulations, for example based on Rigorous
Coupled Waves Analysis, first for one-dimensional periodic gratings [136, 137, 138] and then
for two-dimensional periodic gratings [139, 140]. We deal here with a concrete example of
the use of the reduced Rayleigh equation for solving an inverse scattering problem for critical
dimension metrology of a plasmonic photonic crystal based on angle-resolved Mueller matriz
ellipsometry adapted from Paper [6]. Consider a sample composed of a lattice of gold hemi-
spheroidal particles deposited on a fused silica substrate. The aim of the study is to use Mueller
matrix ellipsometry measurements to assess the average size of the particles and lattice constants.

Sample — A scanning electron microscopy (SEM) image of the sample is shown in Fig. 12.1(a)
[141, 6]. The in-plane and out-of-plane radii of the particles were estimated by SEM and atomic
force microscopy (AFM) to be about | = 58 4 nm and 7, = 36 &5 nm, the lattice constants
were estimated based on the SEM image to be about a; = 208 £ 2 nm and as = 211 + 2 nm.
It was also observed that the particles were sitting on top of a silica mound as illustrated in
Fig. 12.1(b). This is a defect that occurred during the production process, which is due to
over-milling into the substrate. Indeed, the sample was produced by first depositing a planar
40 nm thick gold layer on the substrate and then the particles were shaped by the use of a Ga
focused ion beam (FIB). The depth of the trenches was estimated based on AFM measurements
to be about h ~ 15 + 10 nm.

(c) Top view
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Figure 12.1: (a) Scanning electron microscopy image of the sample (courtesy of Thomas Brak-
stad). (b) Sketch of a side view of the sample illustrating the mound on top of which the gold
particle is sitting. Top view (c¢) and side view (d) of the modeled geometry. Note that the
mound is modeled as an effective layer. Figure adapted from Paper [6].
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Experiment — The experimental normalized Mueller matrix elements measured in the reflected
specular direction, fixed at 6y = 55°, are plotted as functions of the photon energy and
azimuthal angle of incidence in the lower halves of each contour plot in Fig. 12.2. The photon
energies used in this experiment ranged from 0.7 eV to 5.9 eV and the azimuthal angle of
incidence ranged from 0 to 360° in step of 5°. We have chosen to show only measurements
for azimuthal angles of incidence from 0 to 180° in Fig. 12.2 due to the symmetry of sample
and to make the comparison with the simulation easier (to be discussed soon). We can observe
that the normalized Mueller matrix elements exhibit features characteristic of (i) a localized
surface plasmon resonance around hw ~ 2.1 eV and (ii) Rayleigh anomalies whose physical
interpretation have been already discussed in Section 1.5.2.

Parameter retrieval — Now let us assume that we have a partial knowledge on the sample. We
know which materials were used and that the manufacturer had intended to produce a lattice
of hemispheroidal particles. However, we do not know the precise size of the particles nor the
lattice constants. Given this information, our modeled system is thus parametrized by a priori
four parameters, namely the lattice constants aj, ag in both directions (assuming a rectangular
lattice) and the in-plane and out-of-plane radii of the particles, r|, 1 (see Fig. 12.1(c-d)). In
addition, we may suspect that over-milling may occur during the production process. We choose
to model the mound as a Bruggeman effective layer, mixing air and silica, whose thickness h
and filling fraction of air f are parameters of the model (see Fig. 12.1(d)). The parameter vector
defining the system is then v = (ay, ag, Ty T Ly Ry f). In the following, we may choose to model the
system with or without the effective layer. The parameter vector is then implicitly to be under-
stood to be restricted to v = (ay, as, | r1) in the latter case. Moreover, the reduced Rayleigh
equation used in either case needs to be that involving either three or four media (see Chapter 3).

We are now ready to proceed with the parameter retrieval. The strategy consists of two main
steps. First, we will make use of our knowledge on the Rayleigh anomalies to deduce the
lattice constants without having to solve any forward scattering problem. Then, once the lattice
constants are determined, we proceed with the determination of the remaining parameters by
minimizing a cost function based on the Mueller matrix elements. For the determination of the
lattice constants, we track the position of the Rayleigh anomalies in the (¢g, iw)-plane observed
in the experimental data. We have experienced that tracking the anomalies associated with
the reflected diffracted orders £ = (—1,0) and £ = (0,—1) in the data for the ellipsometric
angle 1), is reasonably easy since it occurs as a rather sharp maximum. Note that this could
be obtained from the Mueller matrix as well. One of the advantages of tracking a Rayleigh
anomaly associated with a reflected diffractive order is that the position does not depend on
the dielectric functions of the materials composing the sample, the latter being in principle
wavelength dependent and may be known only within some accuracy. Indeed, if a Rayleigh
anomaly associated with a transmitted diffractive order were tracked, one should be careful
to correct for the possibly dispersive dielectric constant of the substrate. The experimentally
tracked Rayleigh anomalies in the (¢, hiw)-plane are shown as open circle in Fig. 12.3. Now we
can fit the theoretical prediction of the Rayleigh lines to these data points. We recall that the
Rayleigh anomalies occur in the (6, ¢, hw)-space whenever

2

[Pel” = €j(w) - (12.41)

is satisfied, and we remind the reader that p, = p, + G® and €; is either the dielectric function
of the medium of incidence or that of the substrate. Applying this formula to the case of vacuum
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Figure 12.2: Normalized Mueller matrix elements as functions of the photon energy hw (radial
variable) ranging from 0.7 eV to 5.9 eV, the azimuthal angle of incidence ¢y (angular variable)
ranging from 0° to 180° and for a fixed polar angle of incidence §y = 55°. The upper half of
each map shows the result of the simulation for the best fit in Table 12.1 and the second half the
experimental results. Note that the azimuthal angle positively spans from 0° to 180° in both

cases, in such a way that comparison is made symmetrically with respect to the white dashed
line. Figure adapted from Paper [6].
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(ej = €1 = 1) as the medium of incidence and assuming that we are dealing with a rectangular
lattice we have

2 2

2m R
7=p0+€1—e1+€2—e2
c a az

2r\ 2r\*
= (E sin 6y cos ¢p + 1 —W) + (E sin 6y sin ¢g + 4o —ﬂ) , (12.42)
¢ ay c as

which by simplifying by w?/c? = 27/ can be re-written as

2 2
(sin 0y cos g + {1 i) + (sin 0o sin ¢g + Lo i) =1. (12.43)
ay a2

For a fixed polar angle of incidence 6y and order £, this equation can be solved for ¢g and fuw
(or equivalently \) and fitted to the experimental data points in a least-mean square sense to
obtain the optimal lattice constants a; and as. This method yields the following optimal lattice
constants: a‘fpt = 205.6 nm and agpt = 210.9 nm. These values agree remarkably well with the
estimates obtained from SEM images. The corresponding Rayleigh lines are shown as red solid
lines in Fig. 12.3 together with a region of uncertainty (dashed lines) defined as the Rayleigh
lines one would obtain for a variation of +£2 nm from the optimal values of the lattice constants.
The choice of Aa = 2 nm is arbitrary but serves the purpose of illustrating that it is indeed
about the correct order of uncertainty one hopes to achieve in view of the experimental data



12.5. Critical dimension metrology of metasurfaces 295

o Experiment
— Optimum
---Aa = 2 nm variation

3 Il Il Il Il Il Il Il Il
0 10 20 30 40 50 60 70 80 90

¢o (deg)

Figure 12.3: Location of the Rayleigh-Wood anomalies associated with the reflected diffractive
orders £ = (—1,0) and £ = (0,—1) in the (¢o, iw) plane for a fixed polar angle of incidence
of 0y = 55°. Open circles correspond to positions extracted from the experimental data, the
red solid lines are the predicted Rayleigh lines for the optimum parameters: a; = 205.6 nm
and as = 210.9nm, and the black dashed lines delimit an uncertainty region for the predicted
Rayleigh lines based on an uncertainty in lattice constants of Aa = 2nm (i.e. a; = aEOpt) + Aa).

points. Note that here, the determination of the lattice constants is a fast process since it does
not require to solve any forward scattering problem.

The lattice constants are now held fixed at their optimal values. The remaining parameters are
obtained by minimizing the following objective function

V) = 5 303 i (poselv) — v (g, )] (12.44)
Posw 2,]

Here, m;;j(pg,w|v) denotes the ij-element of the normalized Mueller matrix obtained from the
model for a given set of morphological parameters v, that depends on the lateral wave vector
of incidence p, [or angles of incidence (o, ¢o)] and the photon energy fw; the corresponding
measured normalized Mueller matrix element is denoted m;;(pg,w). The outer sum that appears
in Eq. (12.44) was performed over a set of 1501 values in the (¢o, iw)-plane since | pgy| (or 6p)
was assumed constant in the experiment. This set was constructed by selecting 19 values for
the azimuthal angle of incidence ¢¢ € [0°,90°] with a step of 5°; and 79 photon energies chosen
uniformly distributed between 1.5e¢V to 5.9eV. In the definition of x2(v) only the elements
(1,7) € {(1,2),(3,3),(3,4)} were taken into account in the inner sum of Eq. (12.44) in sets of
block-diagonal Mueller matrix elements related by symmetries [142]. Note that the off-block-
diagonal elements that show the polarization coupling were not included.

Remark 12.4. Keeping only these three terms is motivated by the following:

e First, notice that the Mueller matrix elements are normalized by the total intensity, hence
m11 = 1, and is therefore irrelevant.

e The term mos is close to unity here and features are rather poor and noisy in the experi-
mental data. We have consequently chosen to discard this element.
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Model r (nm) 7 (nm) A (nm) f X2

SEM, AFM 58+4 365 15+£10 - -

Au/Si0, 597 39.9 - - 189
ELM-10  59.3 38.7 10 0540 124
ELM-20  59.9 374 20 0458 9.0
ELM -opt  59.6 36.7 335 0517 64

Table 12.1: Microscopy and reconstructed morphological parameters for the different models
assuming lattice parameters a; = 205.6 nm and as = 210.9nm. Bold entries indicate parameters
that were kept constant in the optimization.

e We have chosen to discard the off block-diagonal terms, related to cross-polarization,
because they are weaker than the block diagonal ones. In addition, it is a common practice
to focus on the block diagonal elements (or so called NCS elements) in the ellipsometry
community, and so did we. However, we want to stress that keeping these elements would
not change significantly the resulting parameters.

e Due to the symmetry of the system, it is expected that the following symmetries hold (or
approximately hold): mia = ma1, mss = maq, msqs = —myg for the block diagonal terms.
Thus, to avoid redundancy in the data, we have preferred to only keep mis, m33 and may.

We would like to stress that this choice is arbitrary, and that one may keep all terms and obtain
similar results for the parameter retrieval problem within a couple of nanometers for the particle
radii. As an interesting digression to this discussion, we have experienced that only keeping the
off block-diagonal and discarding the block-diagonal elements leads to erroneous parameters.
We speculate that the reason for such a behavior is that the off block diagonal elements are too
sensitive to the precise shape of the particles and substrate corrugation. Thus one would try
to fit for small details before fitting for the big ones. This is why we rather claimed that the
block diagonal elements were the relevant elements for the problem at hand, and that using the
off block diagonal elements could be useful for getting a more accurate idea of the shape, but
then the experimental reproducibility of the particles shape over such a large sample area seems
unrealistic at this stage and the assumption of incident plane wave instead of a finite size beam
may also become a source of error at this point anyway.

Numerical details — The minimization of the cost function x2(v), for this and later models,
was performed using the Levenberg-Marquardt algorithm where the Jacobian was calculated
by a finite-difference approach as described in Section 12.2. The dielectric functions were
obtained from oscillator fits to multiple data sets of SiO, [143] and inversion of ellipsometric
measurements on the 40 nm thick uniform Au film performed prior to milling. The truncation in
reciprocal space for the numerical RRE was made such that mode indices whose corresponding
reciprocal lattice vectors lying within a circular domain of radius Guax = Nmax(27 /a1, 27 /az)
with N = 15 (see Section 5.2.1). This choice for the truncation cut-off yields 729 diffractive
modes per polarization state of the incident light and we experienced that such an amount
of modes were enough to ensure convergence of the optical response on a wide range of
photon energies. Only for energies below 2 eV the convergence of the numerical solution
of the RRE with an increasing number of modes seems not to be guaranteed, as can be
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Figure 12.4: Mueller elements mja, ms3, mss (a) and my3 (b) as a function of photon energy for
¢o = 0° (a), and ¢g = 20° (b) (polar angle of incidence fixed at 6y = 55°). Experimental data,
simulations for the best fit of the model Au/SiOy (1st optimum in Table 12.1) and that of the
ELM-opt (last row in Table 12.1) are plotted respectively as solid lines, dotted lines and dashed
lines. Figure adapted from Paper [6].

seen in Fig. 12.4, with the presence of spurious oscillations. We identified that this range
of energies, below 2 eV, corresponds to a range in which the ratio of the imaginary to real
part of the dielectric function of gold becomes negatively large. Nevertheless, the number of
points affected by this issue is small compared with the total number of points used for the
optimization problem and, hence, the retrieved parameters are not assumed to be significantly
altered. On the range of energies where convergent results were obtained, we have found
that the optical response obtained by solving the RRE is, within insignificant numerical
errors, identical to that obtained by the finite element method implemented in the commercial
software COMSOL. The CPU time required to solve the RRE for a given photon energy
and angles of incidence was 2.5 s on a desktop computer (Intel i7-5930K 3.5 GHz) for the
system of interest. We have experienced that this corresponds to a speedup by two orders
of magnitude compared with COMSOL to obtain equivalent results. Such a speedup is, of
course, critical if one wants to achieve real-time growth monitoring for example. The memory
footprint for the RRE method is also minor, as we found a ratio of 1:60 between the two methods.

Results — A first set of inversion results were obtained under the assumption that the Au
hemi-spheroids were supported by a planar SiO4 substrate. The parameters that one intends
to retrieve are therefore, v = (r,7L1). The reconstruction gave the values rj = 59.7nm and
ri = 39.9nm (see Table 12.1; row labeled Au/SiO,). These values agree rather well with
those estimated from microscopy. Note that the out-of-plane radius seems to be overestimated.
The photon energy dependence of the resulting Mueller matrix elements that contributes to
x2(v) are presented as dotted lines in Fig. 12.4(a) for ¢y = 0°, and they show good agreement
with the corresponding measured data (solid lines). It is observed that the energy of the
LSPR at 2.1eV is well reproduced by the Au/SiO, model. The same is true for the location
of Rayleigh-Wood anomalies, consistent with the proposed approach for the determination
of the lattice parameters a;. Figure 12.4(b) depicts the energy dependence of the off-block
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Figure 12.5: Same as Fig. 12.2 but for a fixed polar angle of incidence 6y = 45°.

diagonal element m;3 for ¢g = 20°. Although this element was not used in the optimization, a
qualitatively good agreement is found between the experiment and the Au/SiO, model. Similar
results were observed for the other Mueller matrix elements and/or other values of ¢y and
By (results not shown).

From the results presented in Fig. 12.4, it is observed that the agreement between the measured
and the Au/SiO, model results are best in the low energy region. We speculate that the
poorer agreement observed for high energies is mainly due to the non-planar features of the
surface of the substrate that is caused by over-milling. This seems to also be the reason
for the overestimation of the out-of-plane radius of the gold particles. Indeed, we can easily
imagine that the mound, present in the experimental sample, acts at high energies as making
an effective dielectric particles together with the gold particles. At high energies, the real part
of the dielectric function of gold is negative but small, hence the metallic character of the
particle is somewhat weak. Consequently, the gold particle and its mound become an effective
dielectric particle bigger than the original particle. Hence the optimization scheme tries to
catch this feature by increasing the out-of-plane radius of the gold particle. This speculation
can be motivated by simulations of bigger dielectric particles on the silica substrate (not shown
here), where a rather good agreement with the experiment can be found at high energy (but
not at low energies since the LSPR would be absent for example).

As a remedy, a simple effective layer characterized by its thickness h and filling fraction f
between air and glass was used to model the latter over-milling into the glass. We considered
three such effective layer models (ELMs) corresponding to fixed thickness h = 10nm, 20 nm
and v = (r,7L, f), or variable thickness and v = (r,7L,h, f). Optimization performed on
the basis of these models, resulted in the morphological parameters presented in Table 12.1.
Of the three considered models, the ELM-opt represents best the measured data in terms of
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the lowest value for x2. As the thickness of the effective layer is increased to 33.5nm the value
of 7| remains stable and the value of r; decreases, while the filling fraction f is rather stable.
Note that for the best fit (last row in Table 12.1) the out-of-plane radius r, seems now to be
correctly estimated in view of the value given by microscopy. Figure 12.4 presents as dashed
lines the energy dependence of some of the m;;-elements that were obtained from ELM-opt
when assuming the parameters in Table 12.1. It is apparent from the results of this figure that
ELM-opt better represents the measured data than the Au/SiO, model; this is in particular
the case in the high energy region.

It is now time to go back to Fig. 12.2, where the full (¢g,iw) dependence of all normalized
Mueller matrix elements obtained from the reduced Rayleigh equation (upper halves of the
contour plots) are compared to the measurements (lower halves of the contour plots). The
morphological parameters assumed in obtaining the simulation results were those of the
ELM-opt model (see Table 12.1). The results of Fig. 12.2 show good agreement between all the
measured and modeled Mueller matrix elements, and not only those used in the minimization.
It is noted that similar results to those presented in Fig. 12.2 were obtained within the Au/SiO,
model, except for larger discrepancies between measured and modeled data at high energies.

Prediction for other angles of incidence — We have now obtained a set of morphological
parameters which give a good agreement between the simulation results and the measurements,
but we have only considered experimental measurements for a fixed polar angle of incidence
0o = 55°. Can we now predict accurately the optical response of the sample for a different polar
angle of incidence 6y? Yes, we can! This is illustrated in Fig. 12.5 where the optical response
for a polar angle of incidence of 6y = 45° is simulated for the parameters obtained in the last
row of Table 12.1, i.e. obtained by inverting the measured data for 8y = 55°, and compared to
measurements made for the same angle of incidence (fp = 45°). The comparison is to be made
in the same way as in Fig. 12.2. The agreement is overall very good, thus showing the potential
predictive power of the method.

12.6 Reconstruction of statistical properties of randomly rough
surfaces

We could apply the method we have presented in Section 12.5 to the reconstruction of the statis-
tical properties of a randomly rough surface. Consider a randomly rough surface separating two
dielectric media. If the surface is weakly rough for some considered wavelength A\, we may test
some hypothesis regarding the shape of the auto-correlation function, its characteristic correla-
tion length and rms roughness. For example, we may assume that the auto-correlation function
of the surface is Gaussian and find the values of the correlation length a and rms roughness o by
minimizing the error between some measured data and the corresponding simulated response.
A significant difference compared to the previous case, is that the computation of the average
optical response may require a high computational cost due to the fact that we will need to
average the optical response over many realizations of the surface profile and that solving the
optical response for each realization may be costly since in such a case of study, we need to dis-
cretize a surface whose size is of the order of many wavelength. If the surface is weakly rough,
one may expect to obtain accurate enough statistical parameters by using analytically averaged
closed form approximate expressions for the averaged optical response. Such approximations
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like small amplitude perturbation theory for example have been discussed in Chapter 8, and
will yield results for the statistical parameters with an error that will typically increase with
increasing surface roughness. Such a method may be good enough for weakly rough surfaces and
very computationally efficient, as the one presented for example in Refs. [144, 145, 146] based
on a method known as phase perturbation theory and applied on synthetic data. For surfaces
for which the deviation of these approximate methods to the correct optical response becomes
significant, we need methods with better accuracy. A good strategy to treat this issue could be
to implement a two-stage method. First, one may minimize an objective function by using small
amplitude perturbation theory or the first iterate of the method of FIRES in order to obtain
quickly a first approximation of the statistical parameters a and o. Then, starting from this
approximate optimum, one may continue the minimization based on an accurate modeling of
the optical response by using the iterative Monte Carlo method together with the reduction of
variance method based on a control variable as presented in Chapter 8.

12.7 Summary

The last chapter closes this thesis with a rather engineering touch. We have treated the problem
of inverse scattering which is of interest both for optical surface characterization, surface growth
monitoring during a fabrication process and for the design of surface with desired optical re-
sponse. After posing the inverse problem in terms of an optimization problem, we have focused
our attention on the Levenberg-Marquardt method of optimization which is well adapted to
non-linear least-square problems and which makes use of the Jacobian of the residual vector.
This method was implemented together with the reduced Rayleigh equations solver and shown
to give a rather powerful method for inversion of experimental data. The method was suc-
cessfully tested on experimental angle resolved spectroscopic Mueller matrix ellipsometry data
for a plasmonic photonic crystal. The size of, and separation between the gold particles could
be resolved within nanometric accuracy and the obtained simulated optical response is in very
good agreement with the experimental data. The case of parameter retrieval of the statistical
properties of randomly rough surface was also discussed. Other optimization methods were also
discussed stressing their advantages and drawbacks. We have identified a rather new optimiza-
tion method, the adjoint method, to be of great potential for future applications of sample design
as it allows to compute the Jacobian of the objective function at a cost which is independent of
the number of parameters.



Conclusions and outlook

It is now time to conclude this thesis by summarizing the main achievements of the presented
work, but also the questions that remain unanswered and by suggesting potential research tracks.

In this work, we have built a versatile framework for the derivation of the reduced Rayleigh
equations associated with the problem of electromagnetic wave scattering by multi-layer
systems composed of stacks of linear, homogeneous, isotropic, non-magnetic materials bounded
by arbitrary surfaces. The framework has been applied to study the scattering of electro-
magnetic waves by periodic and randomly rough surfaces. We have seen that in a number of
scattering systems, the solution of the reduced Rayleigh equations gives numerical results and
approximation formulae which can lead to the understanding of new scattering phenomena such
as the optical Yoneda effect, the Brewster scattering effect, or the selective enhancement of
Selényi rings for example. In addition, the reduced Rayleigh equations are not only useful for a
qualitative description of scattering systems but yield quantitatively accurate optical response
of complex systems such as photonic plasmonic surfaces, for which we have demonstrated that
a method based on the reduced Rayleigh equations and an optimization scheme can be used for
fast critical dimension metrology of metasurfaces within nanometric accuracy.

Despite its remarkable efficiency for systems which are not too rough, in some sense, the
method based the reduced Rayleigh equations suffers from some limitations. First, there seems
to be a lack of mathematical study of the domain of validity of the reduced Rayleigh equations
for penetrable media, and on its numerical analysis in the literature. We have attempted such
a numerical analysis in this work, which must be considered as a preliminary exploration and
which we hope will motivate the development of deeper and rigorous study. In particular,
important questions are those of the convergence rate of the numerical solution with the number
of modes, and the consistency of the numerical solution with the initial scattering problem,
where error bounds depending on the system parameters would be of particular interest.

All the limitations are not, however, purely theoretical. The framework that we have presented
in this work may be very versatile (and maybe even elegant), the computational cost associated
with the problem of the scattering of light by a stack containing more than two randomly
rough surfaces remains a challenge. The computational cost of such a simulation makes such an
approach unpractical and efficient approximation methods must be developed. The bottleneck
for simulating such systems relies on the computation of the kernel which is defined as many
successive integrals. We are thus facing the so-called curse of dimensionality. Monte Carlo
methods are known to be among the best approaches for evaluating high-dimensional integrals
and we therefore believe that such methods should be adapted to tackle the issue of the
computation of the reduced Rayleigh equations kernel for multi-layer systems. In particular, we
believe that Monte-Carlo methods based on the transition probability amplitudes as discussed
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in Sections. 2.5 and 3.5.3 seem to be promising candidates.

In addition, the next step of generalization one can take concerning the reduced Rayleigh
equations could be to include magnetic media, and/or anisotropic media. Allowing for the
simulation of layers with different anisotropic media could be of particular interest for at least
two reasons. First, it would help to understand physical mechanism involved in the coupling
of ordinary and extraordinary waves at structured interfaces for example. Second, allowing
for anisotropic material may reduce the complexity associated with the simulation of complex
systems. Indeed, we could imagine having a system composed of a stack of layers with plas-
monic and dielectric particles embedded in the layers. In the low frequency regime, one could
derive the anisotropic dielectric tensor corresponding to each layer via homogenization methods
and then use these homogenized anisotropic media as inputs for the reduced Rayleigh equations.

There are nevertheless interesting applications that can already be handled by the present meth-
ods. As illustrated in the present work, the method seems to be a promising candidate for fast
optical characterization of surfaces and for the design of optical metasurfaces. We believe that
combining the method based on the reduced Rayleigh equations with an optimization scheme
based on the adjoint method should lead to a very efficient designer algorithm. Indeed, the
adjoint method would remove the complexity associated with evaluating the Jacobian of the ob-
jective function, hence allowing for treating each discretized point of the surface as a parameter.
One could also think of using the reduced Rayleigh equations to generate optical responses from
random systems and use such a set of systems and optical responses to train a neural network
for example. This could lead to fast optical characterization via machine learning.



Appendix A

The é-integral and Fourier moments
for a collection of shapes

A.1 Introduction

Setting up the linear system of equations for solving numerically the reduced Rayleigh equation
in the case of a surface composed of a periodic array of objects on a plane requires the
evaluation of a significant number of the {-integrals (see e.g. Chapter 5). Analytic expressions
of the &-integral are derived for particular surface profiles in this appendix. We first deal with
the case of cylindrically and ’elliptically’ symmetric shapes: cylinder, rings, cone, paraboloid,
hemiellipsoid; and triangular prism which opens the possibility to approach any shape by
polyhedra with triangular facets.

Before embarking in the derivation of the &-integral for this zoo of surface profiles, we discuss a
few general properties, which are rather straightforward but nonetheless fundamental, and prove
to be useful in practice when it comes to combining different shapes and the implementation of
the perturbation theory.

A.2 A few fundamental observations

A.2.1 Translation property

We recall the definition of the &-integral, £(™) (7), where m € Z2, v € C. If ¢ denotes a periodic
surface profile, then £(™)(v) is defined as

1 [ -~ (m )
g(m)(,y) = 7/ eiG >'xeﬂ7<(x)d21‘, (A.1)

Qe

where G™) is a reciprocal lattice vector and a. will denote both the unit cell and its area. Let
us analyze the effect on &™) of a translation of vector x, of the surface profile. We will denote
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f,((?) the ¢-integral of the translated profile {(x —x).

1 -~ (m )
5’(:011) (v) = o CﬂG( )'xefz"’((xfx0>d2x
(&

1

e Ja,
1

Qc

ac

emIGT™ - (y+x0) o —i7C(¥) 2y

e*iG(m)»yefi’yC(y)dZy G x,

[

= M) () =G x| (A.2)

The translation of the profile by a vector x; induces a phase factor ¢~1G™ X, Therefore in the
following it will be useful to choose a convenient origin to compute the &-integral, defined as a
center of symmetry for instance, and then apply a phase factor if a translation of the profile is
needed. This proves to be useful when combining shapes with disjoint support as discussed in
the next section.

A.2.2 Union of shapes with disjoint supports

Consider a surface profile ¢ defined in the unit cell as a sum of n functions ((j);eq,n) having
disjoint compact supports included in the unit cell, i.e.

Cla. =D ¢
j=1
supp ¢; C ac , Vj € [1,n]
supp C’L m supp C] = ®7 V(%J) S [1771]]27 Z#]

Using these properties in Eq. (A.1) yields

ac €™ (y) = / TG X m I T G g2y

ac

. n
_ / e iG x T] 160 a2
ac

j=1

n n
:/ e—iG<m)-x Hc—mgj(x)dzx+/ c—iG(m)-x Hc‘”cﬂ'(x)d%.
ac\U;supp (;

j=1 Ujsupp (; =1
Now by using that on one hand
Cj (X) = 07 v.] € [[]-vn]]7 Vx € ac\supp Cj )
and on the other hand since the supports are disjoint we have

n
[ e[
Ujsupp ¢ supp G

j=1

we obtain

n
ac €0 () = / e 1G™x g2, 4 Z / e—1G™ x —inGi(x) g2,
ac\U;supp (; s

j=1 /supp(j
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—_i@(m) 5 d2

Now we add and subtract fu supp(; € x in order to complete the first term so that we
J J

get

n
00 €0 () :/ o—iG™ x d2m+2/ —iG™) x (efmcj(,q _ 1) A
ac supp ¢;

j=1
The integral a. £ (7) is then the sum of two terms

a: €™ (y) =C™ 1+ G (v), (A.4)

where we define the cell-term C™) as
cm = / emiG™x g2, R (A.5)

and the geometrical-term G™) (v) as

Q("”(w) _ Z / oG x (eﬂ'—ygj (x) _ 1) a2z . (A.6)
j=1 supp ¢

Note that the cell-term is only dependent! on the cell and hence will always be present and
identical for any choice of profile (. By decomposition of x on the direct lattice basis vectors
(a1,a3) and G™) on the reciprocal lattice basis vectors (by, by), the scalar product becomes

G . x = (m1b1 + maba) - (z121 + @2a2) = 27(Myx1 + Mazs) . (A.7)

Here the property of direct-reciprocal basis vectors a; - b; = 2md;; has been used. Substituting
Eq. (A.7) in Eq. (A.5), we obtain

1/2 ‘ 1/2 _
C(m) — ac/ 6727”"“11(:1:1?1/ 67277”"21:2d$2 . (A8)
—1/2 —1/2

If m1 = mg = 0, C reduces to the unit cell area a.. If at least one of the component m; of m is
non zero, the corresponding integral vanishes

1/2 ) mm
/ e 2milmiz) qg, = / edu=0, (A9)
—-1/2 —myT
since, it corresponds to the integrations of cosine and sine over an integer number of periods.
To sum up, the cell term is simply
C™ =4, 8mao, (A.10)

where 0mn = Omy,n; Oman, and &;; is the Kronecker delta. Consequently the ¢-integral is of the
form

€M () = bmo + - G™() (A1)

c

We can re-write G™) (v) as a sum the geometrical terms of each (; as if there were alone

G (y) =37 6™ (). (A.12)

lgiven G(™)
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If we now assume that the profile (; has a center of symmetry at x; and that one knows the

geometrical term of the same profile centered at the origin, QJ(-T) (7), then using the translation
property we have seen in the previous section (or adapting the change of variable y = x —x; to

G™ (7)) we get

n

G ( Z G () 1S % (A.13)

where

gj(-f:)(V) :/ o~ iGM™ x (efiwcj,u ) _ 1) . (A.14)
Supp Gy,

Here we denote (j, (x) = (j(x —x;) and supp (j, = supp ; — xj = {x — x;|x € supp ;}. In the
next sections, we will thus focus on computing the geometrical terms for a collection of shapes
centered at the origin.

A.2.3 (-integral as the Fourier moments generator

As we will see in the next sections, the expression of the &-integral will often be the sum of a
series of the form

£ (y Z al™ (—iy)". (A.15)

In Section 6.2.1, we saw that the resolution of the reduced Rayleigh equations by the use of
the perturbation theory required the knowledge of the Fourier transforms of the powers of the
surface profile restricted to the unit cell, so called Fourier moments. How do these relate to
the a,? To answer this question it suffices to expand the exponential in the definition of the
&-integral and use the unicity of the analytical series representation. We have

ac
= (_i’Y)" 1 —ig™.x n 2
:ZTZ e " (x) d%z. (A.16)
n:O - C Qe
Therefore
E(GO™) = ntal™ . (A.17)

An equivalent way to look at it is to take the derivative of the &-integral with respect to v and
evaluate it at ¥ = 0. The conclusion of this straightforward observation is that the Fourier
moments needed in the perturbation theory can be read directly from the terms of the series
expansion of the &-integral.

A.3 One-dimensional surfaces

In this section, we derive the £-integral for one-dimensional surfaces. By one-dimensional sur-
faces we mean a two-dimensional surface whose profile is constant along the xo-direction, i.e.
invariant by any translation along the zs-direction. Since we use the &-integral in the 2 dimen-
sional periodic framework, one needs to define a period ag in the zs-direction (this can be done
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arbitrarily). However, these expressions can easily be adapted to the simpler one-dimensional
reduced Rayleigh equations, by simply ignoring the d,,, o factors.
A.3.1 Sinusoidal surface

We consider a one-dimensional sinusoidal surface of amplitude H, and period a; in the xi-
direction. The surface profile is constant along the xo-direction. It can be described as

¢(x) = H sin (2—7 :::1> . (A.18)

a

By plugging the above profile into Eq. (A.1) we have
e = - [ eemmernmen(E ). (A.19)

By making the linear change of variables &; = 27x;/a;, ¢ € {1,2}, we get

E(m)(’y) _ (21)2 /ﬂ' e—i"ﬂ,z,’;ﬁg d.f?z /ﬂ’ e—i'm,l.’fcl—i'yH sin(&1) di’l
™). .

) 0 ™ P o ra
_ Tma, 6—27n111—1'yH sin(z1) d[Bl
2m

= 67”2,0 J_ mi (’YH) . (AQO)

-7 -7

-

Here we have recognized the integral representation of a Bessel function of the first kind of order
—mj. Note that we can also use the identity J_, = (—1)".J, to obtain

f(m) (7) = (71)m1 5771,2,0 Jm1 ('YH) . (A.Ql)

A.3.2 Rectangular box

A one-dimensional rectangular profile of full width w < a; and height H is now considered. The
profile is represented as

C(X) =H ]l[—u,v/Z,w/Z] (ll) ; (A22)

where we recall that 1|_,,/2 /9] is the indicator function of the segment [~w/2,w/2]. For this
profile, the &-integral reads
fm)(y) = = / =G i H 1302 (31) g2 (A.23)
Qe ae
As mentioned in Section A.2.2; the profile as a compact support along the xj-direction. It is
therefore practical to directly use the cell-term and geometrical-term splitting

w/2ay ) . )

§(m> (’7) = 5m2,0 5m170 +/ 67127””111 (6’717[{ — 1) d.il . (A.24)
—w/2ay

Here we have also directly integrated over the xs-direction and made the change of variable

21 = z1/a;1. The factor in parenthesis in the integrand of the above integral being constant, the

integral becomes simple and gives

(1) = b0 {%,w (7 H —1) o (6m1,0+(175ml,0) sinc("“l”»} : (A.25)

1 ay
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A.3.3 Sawtooth

We are now interested in the asymmetric sawtooth of amplitude H and asymmetry factor a €
] —1/2,1/2[ defined as

¢ (X) = H s, <ﬂ> 5 (A26)
ay
where we define the asymmetric sawtooth function s, for z € [-1/2,1/2] by
2(2z—a)+1 if 2 < a
Sa(x) = 2(2?’7'21)71 ) (A.27)
B ife>a
With these definitions the &-integral reads
1 f o (m .
§(m) (7) _ 7/ 671G< )4x67ryH 5“(Il/al>d2fL‘ ) (AQS)
Qe Jq

By applying a change of variable &; = x;/a;, ¢ € {1,2}, and after the straightforward integration
along xo-direction, we obtain

vz o .
§(m)(’}/) _ 5m2,0 / e—z27rm1<r,17ryHsa(a:l)di,l (AQQ)
—1/2
1/2 2(23
= b0 ( / T mizmmidy iy 2O g / o i2mmay —iyH z<2;;‘1“dgzl> . (A30)
—1/2 @

The two integrals are straightforward to perform and read

o . —i2mmya—ivH migivH
/ efi27rm1filfi’7H %dfil =1 ¢ : i (71) <
4vH
"y 2mmy + 2,3_,_1
1/2 SN —i2mmia—ivH _ (_1ymigivH
/ 6—i27rm1@1—2"YH %dil = —1 ¢ 4(1 Ii) . ’
: 2mmy + 2(;’,1

which yields after some simplifications

27’7H (efiQTr'mlafi’yH _ (71)n1,1ei'yH)

m)(y)y=¢ . A.31
€70 = Omao (2vH)? + 87mivyHa + (mmq)2(4a2 — 1) (A.31)
In the case of a symmetric sawtooth, i.e. a = 0, the above equation reduces to
. 2L’7H efi'yH —(=1)™ ei’yH
£™ () = Gms 0 ( (1) ) (A.32)

(2yH)? — (wma)?

A.3.4 Gaussian profile

Assume that one approximates a bell-like profile by a Gaussian profile concentrated well within
the unit cell boundary. In other words, we describe the profile in the unit cell by

((x) ~ H exp <fj—z) ; (A.33)

provided that ¢ < a;. The &-integral reads

2
1

. ~(m —ivH ex -z
5<m>(7):i/ e iGI™ x T "( ?)d%_ (A.34)

ac Ja,
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By applying a change of variable &; = x;/a;, @ € {1,2}, and after the straightforward integration
along xo-direction, we obtain
1/2 . —ivH ex
é‘(m) ('Y) — 677:,250 / e—i2mmad Y P( ;7>d.’i‘1 ) (A35)
—1/2
. . *WHBXP( A%) . .
where 6 = o/a;. By expanding e °"/ in a power series we get
_ H 1/2 R 32
E(m) _ 5m 0 Z 77 / —127rm1;r,187n§%di1 . (A36)
1/2

For n = 0, the integral becomes 6y, 0. For n # 0 we have

1/2 22 2,252  r1/2 A . AN 2
— P —m2mis nt,  iwm o R
[ e = [ e |- (V2R T

—-1/2 —1/2 I \/ﬁ
= 76 " Vr iemis &P (—v?) du
inmy &
n o
~ 2 2.9 = mlaz
~ ﬁge’ —e o \fa (A.37)
\/ﬁ \/ﬁal

Here we approximated the last integral by the integral over the whole real line. Finally we
obtain that

>© H 2 /2 2
€™ (3) % 8y 0 [6m1,0+ fl” Zl(n'f) ( ”Z;l; )} , (A.38)

A.4 Two-dimensional surfaces

A.4.1 Sinusoidal surface

We consider now a two-dimensional sinusoidal surface of amplitude H, of period a; in the x1-
direction and a9 in the zo-direction, defined as

H 2 2
¢ (x) = 5 |:sin (a—zr x1> + sin (£ I2>:| . (A.39)
The -integral reads
€M) (y) = ai/ e—iG<"‘>.xe—”2H (*ln( )+<1n( 72)>d21'. (A.40)

We note that the integrations are decoupled. By a change of variable i; = i—’;xi, i€ {1,2}, we
obtain

€0 = G / emimiin =g sind gz / emimaia=fL sindagy (A1)
T . o

As encountered in the one-dimensional case, we recognize the integral representation of a Bessel
function of the first kind of order —m; and —mgo. The &-integral finally reads as a product of

Bessel functions
H H
M (y) =T, (72 ) Iy (%) : (A.42)
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or equivalently
H H
£ (7) = (=1)™F"2 (L) I <L> ' (A.43)

A.4.2 Rectangular box

Let the profile be a cylinder on a rectangular support, i.e. a box, defined by its height H, its
full width wy < aq in the z1-direction and its full width we < a9 in the xo-direction. The profile
function reads

C(x%) = H L_w, /2w, /2% [<ws/2wa/2] (X) = H Ly 20072 (1) Luwn/2,/2)(22) - (A.44)
Since the profile has a compact support, we can use the cell-term - geometrical-term splitting
from Section A.2.2 and the &-integral is thus given by

£ () = o + e G (e 1) @2 (A.45)
Ac J[—wy /2,w1 /2] X [—w2/2,w2 /2]
) w1 /2a1 ) R wa/2az ) R
= bmo + (e — 1) / emi2mmdt 4z, / emi2mmadaqg, (A.46)
—w1/2ay —wz/2as

Here we have used the change of variable &; = x;/a;, © € {1,2} and observed that the integrals
are decoupled. The integration is now straightforward and we obtain in a compact form

g(m) (7) = Om,o + (e’”H - 1) Wt {6,,”1,0 + 1= gml'o sinc (m1w1 )}

ai a2 ai
1= 0my0 . Maws
X |0my,0 + = sinc , (A.47)
2 az
or in a more detailed form
14 (e7H —1) e if m; =0and my =0
§<m)( ) (e‘i"’H - 1) % sinc (’”;;”2) if m; =0 and mg #0 (A.48)
)= ) .
(e*”H - 1) % sinc (m;f”) if m; #0and my =0
(e‘i"’H — 1) 72‘(‘1’1 ‘2";2 sinc ("L;:‘“) sinc <—'”;;“2) if my #0 and mg #0

A.4.3 Gaussian profile

Similarly to the one-dimensional case, let us assume that a protuberance can be approximated
by a two-dimensional Gaussian profile defined as

1'2 1'2
((x) ~ H exp (70—% - U—g) , (A.49)
provided o; < a; for ¢ € {1,2}. The ¢-integral reads
2 2
1 . ~(m —iyH exp( — 2L -2
€)=~ / e oo (5 ) o, (A.50)
Qe ae

By applying a change of variable &; = x;/a;, ¢ € {1,2}, we obtain

oo

iy (. .. 1
€M(y) = / iz —izmmazs = 0 ”g)di'ldﬁcz, (A.51)
—1/2J-1/2
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2 s

—ivH exp (7;—%7A—

o 1o

> in a power series we get

where J; = 0;/a; for i € {1,2}. By expanding e LS
oo myn 2z S 72 #3
g(m)(’y) 77 / / —227rmlml—7,27rmz:cQ exp (_ ?; ) dl’ldl’Q (A52)
1/2J-1/2 02 o3

For n = 0, the 1ntegrdl becomes 0y, 00m,.0. For n # 0 we recognize the product of two similar
integrals that we have already approximated in Eq. (A.37) and we obtain

m TO109 wH m2m20?  m2mio?
€™ (7) % dmo + Z (— 171 T %) (A.53)
102 nay nas

n=1

A.5 Cylindrically symmetric shapes

A.5.1 General framework
Cylindrically symmetric shapes are described by
0 ifr>R
C(x) = . ; (A.54)
¢(r) ifr<R
where r = /2% + 23 and R is the radius of the disc outside which ¢ vanishes. Notice that the

disc must lie inside the unit cell. In order to compute the geometrical term

Gg(m) (v) = / e—iGM x (e*”( (x) _ 1> d’z, (A.55)
supp ¢

it is convenient to make a change of variable, from cartesian to polar coordinates. Equa-
tion (A.55) in polar coordinates reads

2m (m)
g(m) / / 77,G T cos 0 ( —iv¢(r) _ ) drdd, (A56)

where G(™) = |G(™)| and the origin of  is taken from the direction of G™). The #-integration
can be carried on by recognizing the integral definition of the Oth order Bessel function of the
first kind fo% e#s049 = 21 Jy(2):

R ) 27 () R )
G (y) = / r (efwg(r) - 1) / e IEreos 40y = 277/ r (efwg(r) — 1) Jo(rGE™)dr . (A.57)
0 0 0

Equation (A.57) will be the starting point for the derivation of the considered particular
geometries.

A.5.2 Cylinder
Let us consider the case of a cylinder, {(r) = H. For m # 0, Eq. (A.57) reduces to

2R
G(m)

where the property [z ] = 2"Ju—1 of the Bessel functions has been used. For m = 0, we
have

R
Q(m)( ) =2m (efi"’H — 1) / TJ()(T‘G(m))d’r‘ =
0

cyl

(e —1) Jy(RG™), (A.58)

g(o)( )= TR? (e—iWH _ 1) , (A.59)

cyl
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which can be computed directly from Eq. (A.57) or by taking the limit of Eq. (A.58) when
G®™) _, 0. Consequently, we obtain

m 14 2B (e=vH 1) if m=0
=9 L , : (A-60)
ey (7 = 1) JI(RG™)  ifm #0

A.5.3 Concentric rings

The case of concentric rings can be easily derived from the cylinder. Consider a set of n concentric
rings of inner radii r}, outer radii r) and height Hy, k € [1,n] indexing the rings. The rings are
assumed to have disjoint supports and ordered by increasing radii

< <y <<l <o (A.61)

In that case the profile can be expressed by

where we recall that 1j,p denotes the indicator function of the subset [a,b] (a < b) in R. By
plugging Eq. (A.62) into Eq. (A.57), we obtain, for m # 0,

By using the property of the Bessel functions %[z"Jn] = z"J,—1 as in the cylinder case gives

eAiC) Z (e = 1) (R (2G™) = L (L GO™) ) (A.64)

For m = 0, we get

G (y) —wZ (= 1) ([rg)2 — [rL)?) - (A.65)

The result can be interpreted as a superposition of cylinders of radii corresponding to the rings
outer radii subtracted by cylinders of radii corresponding the rings inner radii. Consequently,
we obtain

f(m)( - { 1+ Soret (e‘”Hk -1) ([72]2 - [r}c]z) ifm=0 (4.66)

2 S (e 1) (k0 (r0GO) — L Ly (K, G™)) ifm # 0

A.5.4 Paraboloid
Consider the case of a paraboloid with circular section, ¢(r) = H(l— %) For m = 0, Eq. (A.57)
gives directly

6Oy =om [ (e10=5) 1) ar = T (i i A67
Pal’y_ﬂ-ore " T_,VH(G +'VY) ()
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For m # 0, Eq. (A.57) becomes

Gl (v) = 2n'/0Rr <e it (1-) _ 1) Jo(rG®)dr (A.68)
=2 Rre i (1-53) rG™N\dr — R
oy < /0 J(rG)dr -

Jl(RG(m))> . (A.69)
Let us focus on the first term that we integrate by part

2ivH
R2G(m)

R R R ] 2
/ rdo(rGE e (152 g — B 7 (ram)y _ P2 I (G (1-55) 4 (A.70)

) am

By successive integrations by part, we obtain that the n'® integration by part terms gives

R ) r2 R"
/ T‘"an(T‘G(m))eme(lfﬁ)dT =~ n(RG™™)
i G

2ivH [T 4 (m)y,—ivH (1-25)
~ ReG " T (rGY)e rZ/)dr, (A.71)
which is an iterative relation of the form I, = G<m> Jo(RG(™)) — Rig{fn) In+1, where I, =

. 2
fOR r’ n,l(rG<m))67”H<17ﬁ)dr. Then Eq. (A.70) yields

R —9; n—1 - (m)
/0 ray(rG™)e A (1= *RQZ( : %Zzar;{))(f <. (A.72)

n=1

Substituting the previous expression in Eq. (A.69) and noticing that the first term in the sum
cancels with Ji(RG™) in Eq. (A.69), we finally get

G(m)
> n—1 (m) > H n RG(m))
(m) 5 (—=2ivH)" ' J,(RG —2iry 1 (
Gpar (7) = 2R Z (RG(m))n Z (RG(m) yn+1 : (A.73)
n=2 n=1
Consequently:
ey = | 1 e (77 14 i) ifm =0 (A.74)
par - 7R2 x~oo  (=2ivH)"Jpp1 (RGO : '
D D % ifm#0

Equation (A.73) takes the form of a sum of a series in powers of —2iyH/RG™). Such a series
will converge quickly for values of —2iyH/RG™) such that |2yH/RG™)| < 1, and somewhat
more slowly for [2yH/RG™)| > 1. This is a general feature of all the series expansion presented
in this appendix. However, in the case of the paraboloid, an alternative power series can be
constructed easily in power of RG(™) /2ivH instead. The method to construct such a series
expansion is to choose to integrate by part the integral in Eq. (A.69) in the following way
instead

R 2
. 2 . R
Tr G o= (1-22) g — [ 1 (R _ o—ivH ]
/O orG™)re o [0( )—e bmﬂ
2 (m) . -2
_Ra Gy e (1252 g (A.75)

2ivH
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and keep doing similar successive integration by parts, i.e. taking derivatives of r~"J_, and
integrating r exp [fin (1- %)} . This yields the following power series expansion

o]

27 R2 RGM™  2iyH \ RGM™ 27 R? RGm 1"
(m) _ _ _ (m)
Goar (1) = gy P K 2inH RG(m)) 2 } RG™ ﬂZ’:O Tn(RG) {Qin} - (A76)

The latter can also be obtained directly from Eq. (A.73) by the use of the identity

1\ z
n;oo Jn(z)t" = exp th ;> 5} . (A7)
Indeed, applying the above identity for z = RGM™) and ¢t = —20l and splitting the sum for

RG(m)
n <1 and n > 1 we have

Z (RGO { 227H} —exp {(RG 3 QZ'yH) RG }

— RG(m) 2iyH  RGOm™) 2
_ (m)y | 22X A
nZ::OJn(RG ) {Qi“/H} , (A.T8)
hence
21 R? RG™)  2iyH \ RG™ 2TR? & RG(™)
(m) _ 2l _ (m)
Gour ) = Gtm epr 2inH RG<m)> 2 } RG®) Z] (RG {QWH} ’

as announced. The two alternative expressions Egs. (A.73) and (A.76) are of particular from a
numerical point of view. Indeed, we can make an alogrithm that, depending on the arguments
v and m, chooses to use Eq. (A.73) or Eq. (A.76) depending on whether [2yH/RG™)| < 1
or |2vH/ RG(m>\ > 1. This way the algorithm chooses automatically the power series that
converges fastest for the given values of the arguments.

A.5.5 Cone
Let us consider the case of a cone, ((r) = H(1 — &). For m # 0, Eq. (A.57) becomes
L . R
G (y) = 27 / re” VIO 1o (rG™))dr — a1 (RG] . (A.79)
0
The integral in Eq. (A.79) can be expanded as
R > : n R
~HO-F) 7 (G — M/ Y G
/0 re &) Jo(rG™)dr nzz;] . | r (1 R) Jo(rG™)dr . (A.80)
Using the change of variable v = r/R, Eq. (A.80) becomes
R o . n 1
/ re” " HO=R) Iy (rG™)dr = R? Z w / u(1—u)" Jo(RG™ w)du . (A.81)
o n! o

n=0

The integral in Eq. (A.81) is a particular case of the integral given in Eq. (6.569) p.690 in [147]

N (e . BT+ A+ 020
/OUA(PU) Jlan)du = = N T A T At p 1 v)

- ()\+1+V A+24+v Atl+p+v A+2+pu+v —ad?
2F3 ; ;——

1 ,
5 g rth 2 ’ 2 "

> . (A82)
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under the condition Re(u) > 0, Re(A+v) > —1. The function ,F, is a generalized hypergeometric
function. Applying Eq. (A.82) with A=1, u=n+1, v =0, a = RG™), Eq. (A.81) yields

R O - n _R2G(m)2
—iyH(1-Z) (m)y 1, _ P2 (—ivH) F (1 §_1 n+3 n+4 —-R°G A
[ e pecar By Ryt T ) 4

where we have simplified ll:g?;'rl()nrg; = (ni’g)! = (n+1)1(n+2)' It can be shown that the term of the

sum for n = 0 cancels the second term in Eq. (A.79). Finally, we obtain

>© n _R2G(m)2
(M) () — 9 22 (—ivH) F 131 n+3 n+4 —R°G Asd
gcon (’7) TR ; (”+2)' X ol3 190 9 2 4 . ( 8 )

For m = 0, Eq. (A.57) gives directly

R . -
GO (y) = 27r/ r (eiWH(l*ﬁ) - 1) dr (A.85)
0
R .
= 27r/ re = R)dr — 7 R (A.86)
0
2rR?  2xR [T, ,
_ _ /72"/H(177)d _ 2 A.
iyH  ivH Jg © wdr—nh (A.87)
27TR2 . (’YH)Q —ivH
RRCTIE (1 —ivH — e . (A.88)
Consequently, we have
wR? —i . (vH)? . -
€ () = 1-— (fH)Qac (e TH 1 +iyH + 77) ifm=0 (A.50)
con 2 o i n " n _ p2(m)2 . .
2B S e T x 2F3( 351, nf, i SIEGE ) ifm~#0
A.5.6 Hemiellipsoid
Let us consider the case of a hemiellipsoid, {(r) = Hy/1 — 7. For m # 0, Eq. (A.57) becomes

hem (Y

R X 2
g(m)( ) =2m </ 'r'ewa\/EJo(’fG(m))(h - Jl(RG(m))> . (A.90)
0

By Taylor expansion of the exponential, we get

2\ /2
R = (—inH)" (1- n
Gom (7) = 2m / rBo(rG™) Y (n! ) dr — o (RGO | (A.91)

T
0 n=0

After switching the sum and integration, the first term of the sum cancels the last term in the
above equation, and we have

o n/2
m wH r m
™ () § : / (1 - ﬁ> Jo(rG™)dr . (A.92)

We apply a change of variable u = r/R and the integral in Eq. (A.92) reads

n/2

R ) 1
/ r (1 - %) Jo(rG™))dr = 32/ u(l — u?)"2 Jo(RG™ ) du . (A.93)
0 0
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The integral in the right hand side of the above equation is a particular case of the integral
Eq. (6.567(1)) p.688 in [147] (under the condition « > 0, Rev > —1, Rep > —1):

1
/ w1 — )T, (auw)du = 24T (p+ Da~ BV 04 () (A.94)
0

Using the above result for « = RG™) v =0, u = n/2, Eq. (A.92) yields

yn 220 (n /2 RG(™)
(m) 2 WH 22T (n/2 + 1) Jp 24 (
Ghem(7) = 2R Z (RG))n/2+1 : (A.95)

This is the result obtained by Kretschmann and Maradudin in [48]. For m = 0, the geometrical

. 2
term is Q}(lgzn(y) =27 fOR re” ™MVITR 4r — 7R? and its computation does not require a Taylor
expansion of the exponential. Indeed, by using the substitution u = /1 —72/R2 udu =
—r/R%dr, we get

1
; 1
gﬁgiﬂ( ) = 27 R? (/ ue” Y dy — 5) . (A.96)
0
Then an integration by part gives
! i H 1 ivH g 1 iy H
ue” Uy = — e —/ e " “du) = e " (1+ivH)—-1) . A97
/0 —ivH ( 0 (vH)? S )= 1) (497
Hence
© oy 2B (g y  H) A
ghcm( ) (,YH)Q € ( J’»ZFY ) 9 . ( 98)
Consequently for m = 0, we have
© oy 2B o ey OH)
hom (V) =1+ PRETIE e (14+ivH) -1 5 . (A.99)

The Taylor expansion method gives (either by careful re-derivation or by taking the limit G (m) _,
0 in Eq. (A.101) or Taylor expansion of the previous result)

) .
(0) 2 R? (—ivH)™
=1+ —_ A.C
hem (’Y) a. ”; n'(n ¥ 2) ) ( )0)

which is the expression found by Kretschmann and Maradudin in [48]. Consequently, we obtain

ac(YH)Z n=1 nl(n+2)

2mR2 oo (—iyH)" 2720(10/241) T 11 (RGT) ;
Zn:l n! (RG(m))n/2+1 if m 7& 0

hem

(m)( ) { 1+ 2nR? (C—z"yH(l +i7H) 1 ('w;l)2> 14 27;152 Zoo (=inyH)" fm—0

e

(A.101)

A.6 Shapes with elliptic section

The shapes considered in Section A.5 have the property to be cylindrically symmetric along the
r3-axis, i.e. their section in a plane of constant 3 is a circle. In practice, one can be interested
in studying the influence of an asymmetry of the shape. Indeed, in reality it may (or always)
happen that when manufacturing such structures, the particles result in being asymmetric,
whether this is done on purpose or not. In the present section, we derive a simple formula that
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gives the {-integral for shapes with elliptic section in a constant x3-plane using the result known
for cylindrically symmetric shapes. In other words, this formula can be seen as a correction to
be applied to the results derived in Section A.5 to handle shapes with elliptic section.

A.6.1 Ellipse’s axes collinear to the direct lattice’s axes

Consider a shape with elliptic sections in planes of constant x3 (it may or course reduce to a
point or the empty set also for some value of x3). The section in the plane z3 = 0 is defined by
the ellipse equation

Ty 2 ) 2 _
(;) + (7) =1 (A.102)
where a,b € RY.. By definition of the elliptic section, the geometry profile ¢! has the following
property

=4 " gD (A.103)
¢(p) if x € Den

where Dg = {(xl,:EQ) € R?, (1—1)2 + (%2)2 < 1} is the elliptic disc support of the profile. Here

a

p= (%1)2 + (%2)2 and then denotes elliptic contours for constant height level, p € [0,1] . The
geometrical term Eq. (A.55) expressed in the cartesian coordinate system reads

gelm) () — / (efw:“‘m_l) e—iG ™ x g2, (A.104)
Den

Consider the unit circular disc Deire = {(ul,ug) eERZ w2 +ul < 1} and the linear mapping, ¢,
that maps the unit circular disc Dy onto the elliptic disc Dg, defined as

Dcirc = Dell
¢ . (A.105)

(u1,u2) +— (auq,bug)
By using the change of variable x = ¢ (u), Eq. (A.104) becomes

gclL(m) (’Y) —ab / (e—iwce“(x(u)) _ 1) e—iG("‘)x (u)d2u . (A106)
D,

circ

Let analyze the term ¢°!'(x (u)).

2 2
0 if (““;’“2)) + <“(“;~“2)> =ul+ul>1

. ) S
Clp(x () if (n(iﬁ;mz)) 4 (zz(u;,uz)) —wul <1

with p(x (u)) = \/u? + u3. This means that ¢*(x (u)) can be replaced by the corresponding
shape with circular section:

. 0 ifr>1
CC]TC (u) — { s (A.108)
¢(r) ifr<1

with 7 = \/u? + u3. This is the way we defined cylindrically symmetric shapes in Section A.5.
Let us analyze now the term

G . x (u) = (m1by + mabs) - (auia; + busag) = 27 (amyuy + bmous) . (A.109)
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Here we have used the property Eq. (A.7). Then an equivalent way of writing the above scalar
product would be

G . x(u) =G .y, (A.110)

where G(m) = (m1aby + mgbbs), which can be interpreted as a re-scaling of the reciprocal
lattice basis vectors. Then Eq. (A.106) becomes

Gt (1) — gb / (e—mc"‘"‘ (W) _ 1) iGNz, (A111)
Deire
where we recognize the geometrical term of the cylindrically symmetric shape (with unit disc

s~upport) associated with the elliptic one, but corrected by a factor ab and taking argument
G Ty sum up

gell,(m) = ab gcirc,(ﬁl) , (A112)

where the notation circ denotes the cylindrically symmetric shape with unit disc support associ-
ated with the elliptic shape and m denotes the modified reciprocal vector.

A.6.2 General cases: a priori non-collinear axes

In the previous section we have treated the case where the ellipse’s axes are collinear with the
direct lattice’s axes to explain clearly the reasoning step by step. We shall treat the general
case below in the same fashion but passing quickly the straightforward check in the derivation,
since the method is identical to what has been done before.

(N, o e, o AN
NV . g VAR

Figure A.1: Mappings from unit circle to tilted ellipse.

Consider an ellipse whose first axis is tilted by an angle 6 from the x;-axis. The equation of the
ellipse in the (z1,x2) plane is

. 2 : 2
<COS¢9I1+SH19!E2) +<_51n0m1+0089:r2) 1. (A.113)

a b

This is immediate by considering the rotation of center the origin, and angle 6 of the ellipse of
the previous section. We define the tilted elliptic disc

. 2 ) 2
DY = {(.%171'2) € R?, (M) + (M) < 1}, where the superscript 6 will
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help us distinguishing it from the non tilted one. As before, the geometry profile (¢ has the
following property

0 if x ¢ DY,

Cell,@ (X) _ . )
¢(p) if x € D¢y

(A.114)

. 2 . 2
where p = \/ (Cosezlj;m“z) + (_S‘Ilexlb“%e“) and still denotes elliptic contours for con-

stant height level, p € [0,1] . The geometrical term Eq. (A.55) expressed in the cartesian
coordinate system reads

gell,Q,(m) ('Y) _ / (671‘7(““9(,() B 1) e,iG(mLxdzI ] (A.115)
DY,

We will re-use the linear mapping ¢, that maps the unit circular disc D¢y on the non-tilted
elliptic disc Degj, but this time in composition with a rotation of angle 6 afterwards, denoted v
and defined as

g P Do (A.116)
. (uf,uh) +—  (cosfuj —sinfub,sinfu) + cosfub) ' .

For more clarity we will associate to the linear mappings ¢ and v their representative matrices
® and ¥ (in the canonical basis of the (&;,&,)-plane) defined as

a 0 cosf —siné
D= and ¥ = . (A.117)
0 b sinf  cos@

Then the unit circular disc Dy is mapped on the tilted elliptic disc Dgn through ¥ o¢ (Fig. A.1)
and we denote the corresponding matrix

acosf —bsiné
M= TP = . (A.118)
asind  bcosh

By using the change of variable x = ¢ o ¢ (u), Eq. (A.115) becomes

gell,&,(m)(,\/) —ab /

P CCU 1) eI x (W) g2y, (A.119)
Deirc

As previously, it is straightforward to verify that ¢?¢ o 1) o ¢ = (. The scalar product can be
written as

G™ . Mu=G™ .y, (A.120)
where G = MTG®™) We finally obtain

gellﬂ,(m) = ab gcirct(rh) , (A121)

where 1 is a short hand notation to denote the modified reciprocal vector G™) = MTG (™),
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T3

3 = ax1 + fra + 0

~_—

X9 f;;Q 1

(a) (b)

Figure A.2: (a) Triangular facet. (b) Transformation of the canonical triangle through the affine
mapping ¢.

A.7 Plane on a triangular support

Let us consider the case of plane defined on a triangular support 7, ((x) = az; + Szo + 6
(Fig. A.2(a)). The geometrical term Eq. (A.55) is expressed in the cartesian coordinate system
as

g(m) (,7) — / (e*i’vC(x) _ 1) e*iG(m)-de:L, ) (A‘122)
T

We will denote by a super-script - taken in {1,2,3} - the coordinates of the vertices of T taken
@) (@)

in a direct (trigonometric) order, i.e. (z7’,z5’) are the coordinates of the vertex i (Fig. A.2).
We note that G(™) can be recast as

Gt (y) =20 (y) = 20™(0), (A.123)

where we have introduced
T0™(y) = / ¢ 600G x g2, (A.124)

T
_ efz"yé/ eo‘,zl+5’12dﬂfldflﬁ2, (A‘125)
T
with

o = —iva—iGM™ . g, B =—ivB—i G . g, (A.126)

Even though it is straight forward to find a primitive of the integrand in Eq. (A.125), the
boundary for the integration for a general triangle 7 is not trivial. It is convenient to consider
an affine change of variables that maps together a generic triangle 7 and what we will call the
canonical triangle 7 (i.e. constructed on the unit vectors of the canonical basis). As depicted
in Fig. A.2(b), consider the affine mapping:

R? — R?
b N 7 (A.127)
(z1,22) — (xy,257) + Az, 22)
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where A is the automorphism of R? defined by the following matrix in the canonical basis (we
will denote both the automorphism and its representative matrix by the same letter):

2 1 3
N <x5>_xg> x5>_m<;>> | .

I(22) - l‘;l) 1‘53) . xgl)

We show without trouble that A is an automorphism if and only if the triangle 7 has a non-zero
area, which is the case of interest. Indeed we have

[det 4] = |(@? = o) @~ 2f) — (@ — 2l") (@l — of)| = 247, (A.129)

where A7p is the area of the triangle 7. Furthermore, we can verify without effort that the
vertices of 7 map onto those of 7, and conserve the orientation. Considering now the change
of variables (r,y) = ¢~ (21, 22) in Eq. (A.125), we obtain

’

I(m) (’Y) _ QAT ea’zgl)wLE 151)7i75 / e(a'an+ﬁ/a21)1+(a/a12+5’a22)ydxdy . (A130)
T

The coefficients a;; denote the elements of A, and we have used Eq. (A.129) to express the
determinant of the Jacobian of ¢, detJy = det A. We are then able to integrate without
difficulty. By denoting o’ = o’a11 + f'as; and 8" = ’a1s + B'ase, and if o # 0, 8”7 #0

1 11—z
/eo‘ z+p ydxdy:/ / e wtB Ydydx
T o Jo

5// <ea” _ 1) —a (e,B” _ 1)

a//ﬁ//(a// — 5//)

We can treat the cases o/, 3" = 0, either by starting from the first line or by taking the limit in
the second. This yields the following cases:

8" (eo‘” 71) —a” (6‘8” —1)

ifa/ #£0,8" #0

B B (/" —B"7)
. . , e’ —1-p8" e I "
/A T v dpdy = B j ifor 0,87#0 (A.131)
T e ifa” #0,5" =0
1/2 ifa=0,8"=0

To sum up, Z(™) (v) is given by Eq. (A.130) and Eq. (A.131) plugging in the adequate parameters
defined through the reasoning. The geometrical term, G®) (7), for a polyhedral shape with
triangular facets is then the sum of the geometrical terms for each triangular facet. This is
useful for treating triangulated surfaces.
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Appendix B

Algorithm for determining the
Isserlis-Wick coeflicients

7One and one and one is three.”
Come together,
The Beatles (1969).

B.1 Listing all pair-partitions

The first step in determining the coefficients of the Isserlis-Wick polynomials, is to be able to
make a list of all the possible distinct pair-partitioning of [1, N] where N = 2k > 0 is a even
integer. First, it is instructive to ask ourselves how many distinct pair-partitioning there are
for a given k. Let us denote this number v;. We will reason recursively on the number of such
partitioning. First, for k£ = 1, there is only one way of paring the two elements 1 and 2, hence
v; = 1. Assuming vy, known, what is v17 To make a pair-partitioning of [1,2(k + 1)] we need
to pick two distinct elements in [1,2(k + 1)] and make a pair-partitioning of the 2k remaining
elements. There are 2(k + 1) x (2k + 1) ways of choosing the first pair of the partitioning, and
v, possible pair-partitions of the remaining elements. However, we are now counting too many.
Indeed, choosing first the pair (i,7) and a remaining pair-partition can be written in the form
{(%,7), (a,b), -, (a, 8)}, but this pair-partition would also occur if we chose first (a,b) and then
the remaining same pairs, or («, ) and then the remaining same pairs, etc ... since the order of
the pairs does not matter. A way to avoid this issue is to force a certain order of the pairs so
that each pair-partitions are only counted once. Let us consider the following reasoning: choose
the element 1, there is only one way of doing so, then choose one of the remaining elements,
say i, there are 2k + 1 ways of doing so and finally there are vy possible partitioning for the
remaining elements. This gives the correct recursion relation for vy, namely

Vg1 = (2k + vy . (B.1)
We then easily deduce that

_ (2k)!
o2kl
The reasoning for counting the number of pair-partitions now gives a concrete idea for an
algorithm for listing all these pair-partitions. Indeed, a pair-partition can be viewed as a specific
permutation of (1,---,2k). Let us construct a matrix, M, with v, rows and 2k columns that

v = (2k —1)(2k —3)---3-1 (B.2)

323
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we want to fill with all the possible pair-partition, one per row. Let us now revisit the counting
reasoning stated above and extend it to make a recursive algorithm as follows.

0 For a given k > 1, start with an empty matrix M®) and the array vk = (1,2,---,2k).

e Execute recursively the following instructions:

1.1 if k& > 1 then pick the first (which is also the smallest) element in v(*) and set it in
the first column of M®): Vi € [1,14], Mﬁ) — v%k).
2.1 initialize a counter: ¢ < 0;
2.2 for i between 2 and 2k

- set: Vg € e+ 1, ¢+ v, M]U;) — ”i(k)
(k=1)
(k)
1

of dimension 2k—2 composed of the ordered elements
(k)

i

- make a new array v

of v(¥) distinct from v}* and v

- select the matrix block M*—1D = ( r(f)n) for m € Je+ 1,¢+ 4] and n €
[3,2k].
- increment the counter ¢ < ¢ + v,

- repeat the recursive instruction with v~ M®*-1 k « k — 1.
1.2 if k = 1 then set v(!) in M(): M(llz — vgl) and Mg}% — Vél).
Let us illustrate what the algorithm is doing in a more visual way for a starting k = 2. We start

with an empty matrix, that we fill with zeros for the sake of illustration, and the vector v(2)
with components from 1 to 4

1
000 0
MO =g g 00| v®=|
3
000 0
4

Step 1.1 sets the first column of M® to 1, and let us slash the corresponding element in v® to
denote that it will not be used anymore.

1
100 0
MO =1 g0 o v@-|]
3
100 0
4

Then the counter ¢ in step 2.1 is just a convenience that helps selecting sub-matrices as we will
soon see. Now step 2.2, for ¢ from 2 to 4 the algorithm actually splits into three branches. The
first one will take care of all pair-partitions starting by (1,2), the second branch will take care
of all pair-partitions starting by (1,3) and the third branch will take care of all pair-partitions

starting by (1,4). Indeed, let us follow the first branch ¢ = 2. In this branch, we set M1(22) to
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2 (colored in red), we slash it from v(® and repeat the recursive function with the final 1 x 2
block elementary block which will be filled with the remaining element of v(2) according to step
1.2 (colored in pink).

M® =1 0 0 0 v =

First branch: the gray elements are not affected.

Then for the second branch, ¢ = 3, we set M2( ) t0 3 (colored in blue), we slash it from v(?), and
repeat the recursive function with the final 1 x 2 block elementary block which will be filled with
the remaining element of v(?) according to step 1.2 (colored in cyan). Note that in this branch
the element 2 were not slashed and is still available for filling the last elementary block.

—_
[\
w

M® =11 3 2 4 v =

BB b0 R

Second branch: the gray elements are not affected.

Finally, for the last branch, i = 4, we set Mé; to 4 (colored in green), we slash it from v(?),
and repeat the recursive function with the final 1 x 2 block elementary block which will be ﬁlled
with the remaining element of v(?) according to step 1.2 (colored in orange). Note that in this
branch the element 2 were not slashed and is still available for filling the last elementary block.

M® =11 3 2 4 v = (B.3)

Third branch: the gray elements are not affected.

We have now filled the matrix with all permutations of (1,2,3,4) that correspond to a pair-
partitions. We encourage the reader to repeat the exercise for ¥ = 3 and verify that the
algorithm yields
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1 1111111111111 1]
2223334445556 66
MOT — 3332222222222 22
456 456 356 34¢6 345
54 4544533433433
6 6 56 6 56 65 6 6 4 5 5 4]
which contains all the permutations of (1,2, 3,4,5,6) that correspond to a pair-partition.

B.2 Counting monomes

Now that we have a list of all the pair-partitions available, we can proceed to determine the
coefficients of the Isserlis-Wick polynomials. Recall that we have found in Section 8.3 that a
covariance of the form ("(x +u)¢™(x)) /o™ can be expressed as an integer polynomial in
the auto-correlation W(u) of degree at most k, where n and m are two positive integers such
that n +m = 2k is an even integer (see Eq. 8.10). The reasoning that lead to this conclusion,
presented in Section 8.3, was based on the fact that the covariance of a pair of random variable
(X5 X;), for X1 = - =X, = ((x+u) and Xpy1 = -+ = Xpym = ((x), could possibly take
only two values, o2 or 02 (u). The algorithm to obtain the polynomial coefficients (pslj En)ogjg k
is essentially constructed on the very same observation. The idea is the following. For a given
pair (n,m) and for a given term in the Isserlis sum, i.e. a given pair-partitioning of [1,2k],
we can count the degree of the resulting monome in W (u), i.e. it will be some power j. Such
a monome will hence contribute to one unit in pgf 2n. Therefore, it suffices to loop over all
pair-partitioning (which are now available thanks to the previous algorithm) and keep track of
how many of each monome are generated. But how to we determine the degree of a monome
resulting from a given pair-partitioning? Simply by going through each pair of the partition and
checking whether the corresponding random variables are the same or not. The algorithm reads
as follows.

1 Start with a one-dimensional array of size k + 1 initialized with zeros. We will denote this
array P and we choose to index its components with j from 0 to k. The component p; in
this array will keep the count of how many terms in the Isserlis sum leads to a monome
of degree j.

2 Generate the list of all pair-partitions of [1,n + m] with the previous algorithm. We then
have M®*) available (recall n + m = 2k here). We will drop the superscript (k) for clarity
since we work at k given.

3 Loop over each pair-partition: for ¢ from 1 to v

3.1 Start a counter to be incremented j < 0.

3.2 Loop over pairs in the partition i: for ¢ from 1 to 2k in step of 2
* Check the whether the covariance of Xy, and Xy, ,, is o or 0?W(u) and

increment the power index accordingly:

if (M;q <n+1/2and M; g1 > n+1/2) or (M; 4 > n+1/2and M; 411 < n+1/2)

then j < j+ 1.

i,q+1



B.2. Counting monomes 327

3.3 Increment p; by one unit: p; < p; +1

4 All the (p%];zn)ogjgk are now stored in P.

Let us visualize our algorithm working on a simple example. Assume we are given M® from

Eq. (B.3), and we wish to compute the (pgi)()gjgg, and the (pé{%)ogjgg. Let us start with
(n,m) = (3,1), hence n+ 1/2 = 3.5. We initialize P = (pg, p1,p2) = (0,0, 0).

e Let us set j to zero and go through the pairs of the first row of M® . The first pair is
(1,2), both elements are smaller than 3.5 hence nothing happens to j. The next pair is
(3,4) where one element is smaller than 3.5 and the second is larger, hence we increment
j by one. This is it for the first row, then since j = 1, we increment p; by one, i.e. that
now P = (0,1,0).

e Let us set j to zero and go through the pairs of the second row of M), The first pair is
(1,3), both elements are smaller than 3.5 hence nothing happens to j. The next pair is
(2,4) where one element is smaller than 3.5 and the second is larger, hence we increment
j by one. This is it for the second row, then since j = 1, we increment p; by one, i.e. that
now P = (0,2,0).

e Let us set j to zero and go through the pairs of the third row of M(®). The first pair is
(1,4) where one element is smaller than 3.5 and the second is larger, hence we increment
j by one. The next pair is (2, 3), both elements are smaller than 3.5 hence nothing more
happens to j. This is it for the third row, then since j = 1, we increment p; by one, i.e.
that now P = (0,3,0).

Let us continue with (n,m) = (2,2), hence n 4+ 1/2 = 2.5. We initialize P = (po, p1,p2) =
(0,0,0).

e Let us set j to zero and go through the pairs of the first row of M®). The first pair is
(1,2), both elements are smaller than 2.5 hence nothing happens to j. The next pair is
(3,4), both elements are smaller than 2.5 hence nothing happens to j. This is it for the
first row, then since j = 0, we increment py by one, i.e. that now P = (1,0, 0).

e Let us set j to zero and go through the pairs of the second row of M®). The first pair is
(1,3) where one element is smaller than 2.5 and the second is larger, hence we increment
j by one. The next pair is (2,4) where one element is smaller than 2.5 and the second is
larger, hence we increment j by one. This is it for the second row, then since j = 2, we
increment py by one, i.e. that now P = (1,0,1).

e Let us set j to zero and go through the pairs of the third row of M®. The first pair is
(1,4) where one element is smaller than 2.5 and the second is larger, hence we increment
j by one. The next pair is (2,3) where one element is smaller than 2.5 and the second is
larger, hence we increment j by one. This is it for the third row, then since j = 2, we
increment po by one, i.e. that now P = (1,0,2).

We see with this two simple examples that we indeed recover the coefficients (péj’q)ogjgg, and

(pg%)ogjgg found by hand and reported in Table. 8.1.
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