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Abstract

This thesis concerns the partial differential equations governing acoustic wave propagation in
heterogeneous materials. We start with an investigation of the standard Eulerian formulation
of the equations, and point out why some of the underlying assumptions and approximations
might give inaccurate results in some cases. We argue that a Lagrangian framework is better
suited to accurately model wave propagation in materials with discontinuous material prop-
erties, and derive a momentum equation in Lagrangian coordinates without approximations.
We continue by looking at conservation of energy and attenuation of the wave. To solve the
Lagrangian equations on a computer, we propose a numerical scheme based on a Leapfrog on
staggered grid-scheme that is second order both in space and time. We also do a numerical
experiment and compare results from simulations with the Eulerian and Lagrangian equations.
The simulations indicate that the Lagrangian equations are better suited model to certain phe-
nomena.

Sammendrag

Denne oppgaven omhandler differensiallikningene som beskriver oppfgrselen til akustiske balger
i heterogene materialer. Vi undersgker den klassiske Euler-formuleringen av disse likningene, og
peker pa hvordan noen av antagelsene og tilnsermingene som gjgres kan vaere ungyaktige i visse
tilfeller. Videre argumenterer vi for hvorfor en Lagrange beskrivelse kan veere bedre egnet som
en ngyaktig modell av bglgeforplanting i heterogene materialer, og vi utleder en momentlikning
i Lagrange-koordinater uten noen antagelser. Vi fortsetter med & se pa energibevaring og
energitap for akustiske bglger. For & lgse Lagrange-likningene numerisk foreslar vi en numerisk
metode basert pa Leapfrog pa staggered grid-metoden, som er andreordens bade i tid og rom. Vi
gjor et eksperiment med denne metoden, og sammenlikner resultatene fra Euler- og Lagrange-
likningene. Resultatene indikerer at Lagrange-likningene er bedre egnet til modellering av visse
fenomener.
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CHAPTER 1

Introduction

The understanding of waves is fundamental to our of understanding the physical world. Waves
are present at the largest and the smallest scales of the universe, from cosmic rays and tsunamis
to quantum physics and vacuum fluctuations in outer space. A scientific understanding of waves
has been a concern for scientist since antiquity [15]. As with most physical phenomena, the
road to enlightenment goes through experiments and mathematical theories. The mathematical
treatment of waves often starts with the derivation of the linear wave equation for transverse
waves on a string,
2 2

oy _ c(%@, (1.1)

ot? Ox?
and this is somehow the canonical example of a wave equation, the one wave equation every
student recognizes. Equations of the same form arise in many different areas of physics, from
electromagnetics to elasticity.
The linear wave equation serves as a good example of the problems addressed in this thesis.
When formulating a mathematical model of a physical problem, one always has to make some
simplifying assumptions. The key then, is to make assumptions such that the important features
of the physical phenomenon are not lost. If one does not simplify, the mathematical model can
become very complex and to hard to analyze. A balance has to be found, where the mathemat-
ics is tractable and the physics of interest is modeled adequately. Equation (1.1) serves as an
example. The linear wave equation arises when one wants model the propagation of a wave on a
string. When deriving it one assumes that certain quantities are small and that there is no loss
of energy [31]. If you are interested in understanding the basics of harmonics and vibrations in
a string, the equation is very good. It is easy to analyze mathematically, and the solutions shed
much light on the physics. If, however, this is a guitar string, and one want to know how long
the tone from a plucked string lasts, this model is not good as the equation does not account
for loss of energy. Or if you want to know what happens when your guitar makes a "twangy”
sound just as you pluck the string; this is a nonlinear effect, not accounted for in this equation
[12]. This illustrates that when you make a mathematical model of a physical phenomenon, you
have to know, or at least have some notion of, what is essential for describing the phenomenon
of interest.

In this thesis we are interested in acoustic waves. Simply told, acoustic waves, commonly
known as sound waves, are waves that propagate as local compression and expansion of the
medium they travel through. More specifically, we are interested in ultrasonic waves propaga-
tion in the human body in interaction with very small® objects. Ultrasonic waves are acoustic
waves with frequencies higher than the upper range of what is audible for humans, i.e. in the
range 20 kilohertz to 40 megahertz. One usage of these waves is in in medical imaging, where
it is a common tool for ”looking” inside the body, and also for treatment. This is a broad field
of study and research, widely known as ultrasound. We want to look at one particular aspect
of ultrasound, namely the equations used to model it. What are the underlying assumptions
made in the standard equations used in acoustic wave models, and what are the assumptions
in these equations? By the initiative of prof. Bjorn A. J. Angelsen at ISB2, we investigate

1Objects on the same scale as the wavelength.
2Department of Circulation and Medical Imaging at NTNU
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how a Lagrangian formulation of the equations would look, in contrast to the commonly used
Eulerian formulation. As we will see, the Lagrangian formulation of the equations seems to
be more suited to model the interaction between ultrasonic waves and microscopic structures,
e.g. calcium particles or micro bubbles. We also develop a numerical method for solving the
Lagrangian equations. An extension of this work is in connection with SURF Technologies and
their research on using ultrasound to detect breast cancer. An early sign of breast cancer is
clusters of micro calcium particles in the breast. Due to their tinyness (20-300 pm in diameter),
these are very hard to detect. If their interaction with high intensity ultrasonic waves is properly
understood, one might come closer to finding a way to discover them.

The Chapters

e Chapter 1 is the introduction.

e Chapter 2 discusses the standard, Eulerian formulation of the equations governing
propagation of acoustic waves, and ways to represent heterogeneities in these equations.
We point out how certain approximations made in the derivation of these equations
can lead to inaccurate results.

e Chapter 3 concerns the formulation of the Lagrangian equations governing wave prop-
agation. We introduce the Lagrangian description of the continuum, and use this
framework to develop a different set of governing equations.

e Chapter 4 addresses conservation of energy in acoustic waves, and show how a viscoelas-
tic model can be added to the Lagrangian equations to account for the attenuation of
energy.

e Chapter 5 describes a numerical method for solving the equations developed in Chapter
4. We add a PML damping layer, sources and other necessary conditions, and propose
a numerical scheme to solve the first order system of Lagrangian equations.

e Chapter 6 describes a numerical experiment using the scheme from Chapter 5. We
look at the reflection of intersecting waves from a calcium particle, and compare re-
sults from the Lagrangian and Eulerian equations.

Note on the structure and style of this thesis

As the discussion on the different topics in this text overlap to some extent, some concepts
might be introduced and discussed before they are properly defined and described. However, we
aim to give an adequate description of the important topics when needed. Also, the writer has
a limited knowledge to the wast field of ultrasound, and the thesis probably reflects this. It is
written from the perspective of a mathematician, with focus on some particular equations, and
the writer most definitely have the feeling of being a beginner.



CHAPTER 2

Acoustic modeling

We now introduce quantities and equations' used to describe acoustic waves. We also look
at how one could represent particles and material heterogeneity in the Eulerian? framework
commonly used in acoustic modeling, and point out how some of the assumptions and simpli-
fications that can cause the equations to not adequately model the interaction of waves and
small particles and heterogeneities.

The main quantities in the description of a wave propagation are:

e Acoustic pressure: p(z,t) = P(x,t) — Py
The acoustic pressure is deviation of total pressure P(z,t) from the static, or ambient,
pressure Py. Pressure is a scalar quantity.

e Particle velocity: v(z,t) =V (x,t) — Vo
This is the time derivative of the particle displacement, and V{ is usually assumed
equal to zero. Velocity is a vector quantity.

e Mass density: p'(x,t) = p(x,t) — po(z)
p is the excess mass density, or mass per unit volume, a scalar quantity. Mass density
is closely connected to the acoustic pressure and the compression and expansion of the
material. p is the total density, while pg is the ambient, or equilibrium density.

e Compressibility: s
Compressibility is a measure of volume compression due to change in pressure. We
denote the equilibrium density as kg. ko (and pg) are material dependent parameters,
we will refer to them as material parameters.

e Sound speed: ¢
The sound speed is the speed at which an acoustic wave propagates through a material.

At equilibrium we denote ¢ = ¢y, and we have the relation c3 = Holpo

Most formulations of the acoustic equations begin with two well-known conservation laws, and
what is known as an equation of state. A derivation of the conservation laws can e.g. be found
in [8, 4], and we will comment on it later. The first equation, often known as the continuity
equation, is a mathematical description of the principle that mass is conserved,

op B
a—i-v-(pv) =0. (2.1)

Most of the time, equations means partial differential equations.
2We will elaborate on the Eulerian and Lagrangian descriptions later.
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The second equation is known as conservation of momentum, and is essentially Newton’s second
law. It reads

where % = % +wv-V is known as the total or material derivative. To connect the equations
and get a complete system, one introduces a relation between the density and pressure. This
is called an equation of state, generically written p = P(p). It is material dependent, and will

later be specified.

2.1. Derivation of the acoustic wave equations

At this point it is informative to do the standard derivation of the governing equations, as it is
presented in the literature [15, 31, 10]. It will become more apparent why the standard approach
is not well suited for an accurate description of the behavior and wave interaction of a particle.

The linear equations

In a derivation of the acoustic wave equation(s), it is usual to decide on what order of accuracy

one wants. First order means you only include first order terms First order terms are linear
2
terms, e.g. 8t§ , v, etc., second order means term on the form p?, vp, (%v etc. We start with the

linear equations, Where we include only first order terms of the acoustlc quantities. The linear
equation of state is
p=cg(p), (2.3)
that is, the acoustic pressure p is equal to the excess density p’ times the squared speed of sound
2 [15]. From (2.1), we get
/
g§+v (pv) = %t%—v (p’v)+v-(p0v)~%t+v (pov) =0, (2.4)
where the last transition is from neglecting the second order term V- (p'v). By inserting (2.3)
and assuming that the ambient density® py is constant, one obtains an equation for the pressure:

0
8175? —c2poV - v (2.5)
Linearising (2.2) accordingly yields
ov
- 2.
pPogy = VP (2.6)

Also assuming cg is constant, and combining the temporal derivative of (2.4) and the divergence
of (2.6) gives us the familiar

0?p

ot?
where V2 = A = V-V is the divergence of the gradient, known as the Laplace operator. This
is the linear acoustic wave equation, and it serves as a good model for the lossless propagation
of small-signal waves. Small-signal waves are waves with sufficiently small pressure and veloc-
ity amplitudes, s.t. nonlinear effects can be neglected [31]. However, due to the assumption

= 3V, (2.7)

3From the standard derivation as given at https://en.wikipedia.org/wiki/Acoustic_wave_equation “Re-
arranging and noting that ambient density does not change with time or position...”
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of constant material parameters py and cg, it only describes the propagation in homogenous
materials. We now elaborate on how the behavior of the wave in a heterogeneous material is
modeled.

Particle representations

A common way of adding the effect of wave-particle interaction to equation (2.7) is through the
addition of a source term. Say a particle occupies a small region €2, of the material: then there
is a change in material parameters pg and ko, and hence, speed of sound inside €2,. We define
¢p to be the sound speed in €2, and write (2.7) as

1 6% 9
——=—Vp=-G8 2.8
6(2) 8t2 b p ( )
where the source term S, is defined as
2
— %) % for x € Q,

0 for x € Q)

onw‘ =

Sy(z,t) = ( (2.9)

This approach produces the effects of refraction® and reflection, but the method has an ad hoc
feel to it, since one reintroduces the varying material parameters after the derivation of the
equation where it has been assumed constant. When cq # ¢y, it implies discontinuous variation
in po and ko, and the derivation of equation (2.7) would not be justified. Another effect that is
not accounted for in this approach is the fact that the wave might exert a force on the particle,
causing it to move in space. Such behavior is not accounted for by representing the particle as
a static region €2,. Another approach is to model €, as a distinct region, with a boundary 9€,
between it and the surrounding material. This requires the specification of boundary conditions
on v and p at 9€),, and becomes increasingly complex if, in addition, the particle is moving.
Verweij et al. briefly mention that spatially varying material parameters are important [31],
but do not treat it in any detail.

The nonlinear equations

The nonlinear equations rely on the same assumption on material parameters as the linear ver-
sions, and particle interaction and homogeneity are modeled accordingly. Nonlinear effects are
important in the analysis and use of ultrasound [8, 10]. The justification of linearization relies
on the assumption that signals are sufficiently small, but this is not always the case. When
signals are large, nonlinear effects must be accounted for to give an adequate description of
wave propagation.

By nonlinear equations, we mean nonlinear up to second order. The derivation of these equa-
tions use a principle called "repeated substitution”, which says that you can substitute relations
from the linear equations into the nonlinear relations.? Details of the derivations can be found

4Refraction is the change of propagation direction due to heterogeneity.
5This is justified by the fact that substitution of higher order equations would introduce quantities of order
> 2, which again would have to be neglected.



n [10], but roughly it goes like this: We expand the continuity equation (2.1)

8 /

a—[;+pgv-v+plv-v+von’:0. (2.10)
Now we use the linear equation of state (2.3),

op' D v

- Viv=-5V.v—=-V 2.11

ot +po v cg v C% b, ( )

and substitution of the linear relations from (2.4) and (2.6), to get

4
op p Op  pov Ov
EpVov=— 2.12
ot HECAA pocy 8t+ & ot (2.12)

At this point one introduces the Lagrangian density L(x,t) = %p0v2 — %Hopz, where kg = o
0
and v? = v-v. We will return to the Lagrangian density later. If we include £(z,t) and divide

by po we get
19p  50p?

0
% at HOW = —V 'U‘i‘f@()aﬁ(f]f,t) (213)

Now one could subtitute p’ = C%p and have a nonlinear PDE for the pressure. Nonlinearity is

however, a material dependent property, and this is captured by the nonlinear equation of state,

1 1 B P B
/ 2 2 2
S —— o) — = —RKa—P". 2.14

The relation is obtained by second order Taylor expansion of the generic relation p = P(p),
around pg [10]. A and B are material specific parameters, given as

0
A= po (82;) . = poch

0%p

_ 2

B = pp <8p2> )
s,0

where the subscript (s,0) indicates that the partial derivatives are evaluated for constant en-
tropy, i.e. that there is an assumption of no extrinsic or intrinsic heat loss in the process [4].
Measured values of % exist for a range of materials [31]. As Robert T. Beyer writes in [15], 7 ...
[the parameter %] characterizes the dominant finite amplitude contribution to the sound speed
for an arbitrary fluid.” Hence (2.14) should be used for a more accurate description of nonlinear
effects. Substitution of the nonlinear equation of state in to (2.13) yields

0 0 B
5% (mop—ﬂﬁgpz) =-V. U"‘K/Qaﬁ(ﬂ?,t), where B=1+ A (2.15)

The parameter § is commonly used in acoustics, and accounts for both the inherent and mate-
rial specific nonlinearity. The inherent nonlinearity is present in all waves, accounted for by the
factor 1 in 8. Material specific nonlinearity, represented by %, are nonlinear effects that occur
due to the structure of the material. Hence, all waves are nonlinear, but how much depends on
the material.

When deriving the nonlinear equation for conservation of momentum, a similar approach is fol-
lowed, with the additional assumption that the velocity field is irrotational, i.e. that V xv =0.
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This can be thought of as a linear approximation: A result from vector calculus says that for
any scalar field, e.g. the acoustic pressure field p, V x Vp =0 [2]. Applying this to equation
(2.6) we get

pO%(va)zo = Vxv=0.

By using the identity v- Vv = %V’L)Q —v % (V xv) we can rewrite the nonlinear term in the total
derivative:

Vx(pogj):Vpr:O =

Dv  Ov ov 2
E E_'_ V( )—’UX(VX’U) E—F V (216)

By following a similar procedure as above, we get the nonlinear equation for conservation of
momentum:

pg: (po+p' )gt +(po +p’)%VU2
Pogt +rog VU +Plg:
~ pog: + ”0§W2 — kopVp
Including the pressure gradient and rearranging we get
poa—: =—-Vp—VL(x,t) (2.17)

Once again, the Lagrangian density £ appears. We now take a closer look at the role of the
Lagrangian density in acoustic models.

The Lagrangian density

The Lagrangian density appears in both (2.17) and (2.15). It has its name from the theory of
Lagrangian mechanics, where it serves as a important tool for obtaining the governing differential
equations, through the principle of stationary action [11]. The Lagrangian is defined as L =
K —V, where K and V are the total kinetic and potential energy of the system. Hence, in our
case L would be

1 1
L= /EdV = /§p0v2 — 5Wﬂdv (2.18)

It is well known that the kinetic energy density is ex = %pvz, and in acoustics the potential
energy density of a wave is sometimes defined as ep = %/ﬁ;opQ [8], although there seems to be
different opinions on this [28]. We will later show that a different expression for €p is needed for
nonlinear waves. However, the main point about the Lagrangian density is not if it is correct
in terms of representing the kinetic and potential energy, but that for it can be neglected. This
might seem dramatic, but the reason lies in the fact that it does not contribute to cumulative
nonlinear effects in the wave propagation, since L(x,t) ~ 0 after a very short propagation dis-
tance. Cumulative nonlinear effects are effects that occur due to variation in propagation speed
along the wave form, i.e. because the wave is influencing its own wave speed, an effect that
can cause development of shocks [15]. We now show why £ can be neglected when one only
concerns cumulative nonlinearity.



L(x,t)=~0

In the case of a wave originating from a point source in R3, the homogenous, linear wave equa-
tions reduces to a one dimensional equation in the following way: Let r = ||z|| = /22 +y% + 22.
Due to symmetry of the spherical waves from a monopole point source, i.e. a small, vibrating
sphere that expands and compresses the material equally in all directions [31], the Laplace
operator only has a radial part [7]:

10 0¢(r,t) O?¢(r,t)  20¢(r,t) 1 0?
2 _ L+ 9 (2 ) _ ) 2 Y=
Vig(rt) = r2 Or (r or ) or? + r or ror? (r(r.t)). (2.19)
Still assuming the velocity is irrotational, we introduce the velocity potential ¢. It is defined as
Vo =wv. (2.20)
The governing equations is as before
Ip
— ‘v = 2.21
RO 3t +V v 0 ( )
ov
— =0. 2.22
pogy +Vp=0 (2.22)

Combing (2.21),(2.22) and (2.20), we get a wave equation for ¢ and a simple relation between
p and ¢

0? 0
8—;225 =c2V% and p= —poa—i5 (2.23)
and the wave equation for the potential in spherical coordinates becomes
0?¢ ¢ 0? 0? 0?
oz 70%(7’@7 or @(W) = ng(mﬁ)- (2.24)

We now have a 1-D wave equation for w = r¢, and the solution can be computed by d’Alembert’s
formula. We want to find the solution in the case of a small, vibrating sphere placed at the
origin.
The radial position of the sphere boundary is R(t) = ro+7(t), where ry is some mean position,
and r(t) is the boundary oscillations around ry with frequency w. When assuming |r(t)| << ro,
we can choose r(t) such that the velocity potential at the boundary is ¢|,, = Asin(wt), where
w is the angular frequency of the vibration[7]. The solution of (2.24) is of the form

QZS(’I“, t) _ f(?" ; Cot) + 9(7"+Cot)7 (225)

r

where f represents an outgoing wave (from the origin) and g represents an incoming wave. Since
the sphere is the only source, we only need the f term. We apply the boundary condition to
get
—cot
Asin(wt) = p(ro, ) = L0 =00, (2.26)
To
Replacing ¢ by (72 — & +1), we have f(r—cot) =roAsin (wt —2(r— ro)), and we get the solution
for ¢(r,t):
A
o(r,t) = 10 Gin <wt - i(7" - r0)> . (2.27)

T Co
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i

Using the relation ZJ—O, where A is the wavelength, we write

o(r,t) = @Imei(m_%ﬁ(“m)). (2.28)
r

Utilizing the relations between ¢, p and v in (2.20) and (2.23), remembering that V = %er due
to the symmetry, we have

27 A
v=—1— | 1+ - and = —w 2.29
5 ( Z%r) ¢ p pod (2.29)
We now introduce the acoustic impedance, defined as Z = 2. Acoustic impedance is a way
to measure a material’s resistance to acoustic propagation, and as we will see, it becomes
approximately constant. Returning to the wave from the pulsating sphere, we get

c 1
vt L+ e
Hence, if ||z|| > A, we see that Z ~ cypp, i.e. as the wave gets far enough from the source at ro,
the impedance is approximately constant. Rearranging the impedance relation Z = 2, we get
p p
v==-nr~—— for |lz||>A 2.31
Za L tor |l 231
Returning to the Lagrangian density once again, L(x,t) = %pOUQ — %ﬁ0p2, remembering that
Ko = ﬁ, we substitute the relation (2.31) for v:
0
L(x t)Nlpi—@pQ:E(npz—ﬁpQ):O for |lz|| > A (2.32)
3 2 chp% 2 2 0 0 . .

In [1] Aanonsen et al. explain:
.. the L terms can only produce local effects in the wave solution. They cannot, for a progres-

stve wave, lead to cumulative effects. These are fully accounted for through the [q: 653‘98—1“;}

term, and thus are described by a nonlinear wave equation in p.”

In this example we have looked at a wave from a pulsating sphere, but the same result also
hold for propagating plane waves and cylindrical waves [1]. In most of the situations consid-
ered in ultrasound, the condition ||z|| > A, that is, propagation lengths are much longer than
wavelengths, is valid. Hence if one is interested only in the cumulative nonlinear effects, it is
a fair assumption to leave the Lagrangian density out. For example, Treeby et al. neglect the
Lagrangian density in their state-of-the-art acoustic simulation tool k-Wave [29]. In absence of
L, the nonlinear equations (2.15) and (2.17) read

0
57 (Rop—Brgp’) = =V -v, (2.33)
ov
POE =—Vp, (2.34)
and can be combined to give the second order lossless Westerwelt equation [15]:
1 82]? B 82])2
2
i = 2.35
P ct Ot? pocy Ot? (2:35)
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A similar, but more involved derivation, yields the KZK-equation(Khokhlov-Zabolotskaya-
Kuzentsov):
?p oy 6 OPp B 9%

g.0r 2 LPT 263013 2poc OT2

(2.36)

The KZK-equation is used to model directional sound beams, propagating in the z-direction.

The operator Vi = 8722 + 88722 acts only perpendicular to the propagation direction, and § is a
factor that accounts for loss terms. This equation is widely used to model nonlinear waves in

ultrasound [15, 18].

However, since local nonlinear effects might occur in wave-particle interaction, and we want
an accurate description, we should not neglect the Lagrangian density.

A problem with the derivation of the continuity equation

In the case of a discontinuous density distribution, the Eulerian derivation of the continuity
equation (2.1) in differential form is not valid. On deriving the equations, one starts with the
assumption that the change of mass for an arbitrary control volume 2. must be equal to the
flux of mass through the volume boundary 9f2.:

d
a/pdV: — / vp-ndA (2.37)
Qe 89

Then one applies the divergence theorem to get

%+V- (pv)dV =0. (2.38)
Qe

The statement of the divergence theorem for a smooth volume € reads [26]:

Let Q and n the outward unit normal on 02, and let f(x,t) be a continuously differentiable
vector function, i.e. f € CYH(Q). Then [V-fdV = [ f-ndA.
Q 0N

But pv is not always continuous, and hence the theorem cannot be used this way. One can do
the derivation with test functions to get a weak formulation, but this is a different story [26, 24].
The differential form of the Euler equations require the ambient, or initial, distribution of mass,
to be continuous. We will later see that the Lagrangian equivalent of (2.1) does not, and hence
is more suited for our purpose.

The Eulerian form of the acoustic equations have many applications, but from the above inves-

tigations, it seems that the standard Eulerian equations for propagation of acoustic waves are
not well suited for an accurate description of general wave-particle interaction.

10



Particles represented as a variation in material parameters

We have already seen some methods to include particles and heterogeneity in our model. A
natural way of describing a particle in the material is through the material parameters. The
particle is characterized by having different material properties than its surroundings. Mate-
rial properties are represented in parameters that describe different aspects of a material, and
materials have many different material properties: Electric conductivity, specific heat capacity,
Young’s modulus, etc. However, when we study acoustic waves, there are mainly two parameters
of interest: The mass density p and the compressibility x. They are defined as:

dm
10V

As mentioned above, acoustic waves propagate as compression and expansion of the material,
and how a material compresses and expand is mainly determined by its (mass) density and
compressibility. At a particle these properties differ, often discontinuously, and this leads to
changes in the wave propagation.

We define a particle to be a small, simply connected® region in the material, denoted Q,. For
a single particle in R3, where the surrounding material and the particle have, respectively,
constant material parameters py,, Km,pp and k,, we define

f Q f Q
pole,t) =477 TN ey = TR (2.41)
pm for x €Q, Km for o &€,

Since the same equation describes the acoustic wave propagation both inside and outside the
particle, we want to derive a wave equation that allows for inclusion of the material parameters
in a natural way, without the ad hoc touch. As we will see, using a Lagrange formulation lets
us do just that.

6Simply connected means that you can draw a curve between all points in the region without leaving it, and
that it has no holes.
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CHAPTER 3

Lagrangian formulation of the governing equations

In this chapter we introduce the Lagrangian description, and derive the governing equations
formulated in Lagrangian coordinates. We also point at why these equations are better suited
to model wave propagation in heterogeneous materials.

The Lagrangian description of a material (i.e. a fluid, solid, etc.) differs from the descrip-
tion we have used this far, the Eulerian description. In Eulerian coordinates, the governing
equations are formulated to yield a value at fixed point in space at a given time. Thus, if for
example one is interested in the velocity of a fluid, v(x,t), the Eulerian description will give
you the velocity of the fluid flowing past the spatial position x at time ¢. Since one does not
usually care about the life of individual regions of a fluid, but rather the behavior of the fluid at
given points (e.g. "will the pressure break the dam?”), this works very well. But if a pile of dry
leaves were lying on the ground, and the wind started blowing, and you wanted to know how
each single leave would be carried around by the wind, the Eulerian description would not be
very good. It could give you information on the velocity of the particular leave drifting by, and
possibly also the density of that leave, but it would be a cumbersome process to try and recon-
struct each of the leaves’ paths from this information. The Lagrangian description gives you an
alternative. It describes the properties and movement of each point in you domain, uniquely
determined from its starting position, its Lagrangian coordinate. The Lagrangian coordinates
of the leaves would be their initial positions in the pile, and the solution to the Lagrangian
equations of motion would give you each leaves’ current velocity and position. We will see that
the Lagrangian formulation leads to a much more convenient equation for conservation of mass,
and incorporates heterogeneous material parameters in a natural way. It also solves the problem
of the potentially moving particle, as we obtain equations for the motion of all points in material.

We now introduce the mathematical framework of the Lagrangian description, and derive the
equations used to describe acoustic wave propagation in Lagrangian coordinates.

3.1. Mathematical formulation

Let X € Q(0), with Q(0) C R3. We refer to 2(0) as the reference, or initial, configuration.® Then
the position of a point originally at situated the spatial position X = [X,Y, Z]T at ¢ty = 0 is given
by x = [z,y,2]T = p(X,t), where ¢ is called the displacement function. Hence, its position at
a given time t depends on its starting point X, i.e. its Lagrangian coordinate. A natural
requirement is that ¢(X,0) = X. Because of this it is common to define ¢p(X,t) = X+ U (X, 1),

IBoldface letters X and x are not used for vectors in general, but reserved for the coordinates of the reference
and current configurations.
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where U(X,t) is the displacement from the starting point. Naturally, we require U(X,0) = 0.
The vector U is called the displacement vector. Written out we have

wi(X,1) X +Ui(X,t)
(X, t) =X4+U(X,t) = |¢;(X,t) Y +U;(X,t) (3.1)
or(X,t) Z+Uk(X,t)

where the i, j, k subscripts signifies the z,y,z directions in Cartesian coordinates. We will refer
to a region Q(t) = ¢(2(0),t) as the deformed, or current, region. A graphical representation of
the Lagrangian description can be seen in Figure 1. As we will see, the Lagrangian description

*Z_ l,o-——r}

Y

FIGURE 1. A control volume ©(0) gets displaced in space, to Q(t) = ¢(€(0),t). X,Y,Z are the
Lagrangian coordinates, and z,y, z are the spatial/Eulerian coordinates.

offers two possible formulations of the equations of motion; either with respect to the reference
configuration or with respect to the deformed configuration. The former is called the material
description, and the latter is called the spatial decription. We will denote quantities evaluated
in the reference position with capital letters, and quantities evaluated at the deformed configu-
ration with lowercase letters. Hence, F'(X,t) = f(p(X,t),t). The acceleration of a point is the
temporal derivative of its velocity, and the difference in where one evaluates it is

OV(X,t) OV X oV
o o VWVoa T (32)
since 8t —0 and
ov(p,t ) ov 8g0 8

14



Hence

(ng’t) = (%(gf’t) +v(p,t)- Vxv(p,t). The term v- Vv is called the convective accelera-

tion, and is also included in the total derivative % introduced in (2.6). The subscript x on the
nabla operator indicates that the gradient is taken w.r.t. the deformed configuration x.

( as a mapping

Mathematically one can view the function ¢ as a mapping from some initial region to the current
region; ¢ : (€(0),t) — Q(t). The Lagrangian description is often used in continuum mechanics,
a mathematical theory for modeling the behavior of matter as a collection of deformable bodies
[22]. Tt is through this framework we will formulate our equations. A fundamental assumption
in continuum mechanics is that matter occupies space completely and continuously. To quote
J.T. Oden in [22]:

"Matter is not discrete; it is continuously distributed in one-to-one correspondence with points
in some subset of R3.”

The displacement function ¢ serves as this continuous, one-to-one correspondence between the
reference configuration and the current configuration. Two important concepts in the description
of displacement are the displacement gradient, the Jacobian of ¢, and the Jacobian determinant.
They are defined as

1+ 0xU; oy U; oz U;
E)XU]- 1+8YU]' aZUj s (3'4)
axUk; aYUk 1+aZUk

Oxpi Oy Ozp;
F(X,t)=Vp(X,t) = |0xp; Ove; 0z¢;
Oxpr Ovor Ozpk

where we have used the notation % = Ox etc., and
J(X,t) =det(F) (3.5)

F and J becomes important in the Lagrangian formulation of both mass and momentum con-
servation.

3.2. Conservation of mass

Another fundamental assumption in continuum mechanics is that matter is neither destroyed
or created during a deformation. This means that a region with an initial mass My should still
have mass My at any later time, independent of its deformation, if no mass enter or leave it.
On could think of a sloppy football; no matter how you squeeze it, it still weighs the same.

From this assumption we obtain the Lagrangian continuity equation. We define a region, or
control volume, to be B(t) = {p(X,t): o(X,0) € B C R3}, i.e. B(t) is a region of points initially

located at B. Thus B(0) = B. We denote the mass density as p(x,t), and p(x,0) = po(X). We
denote the mass of B(t) as M(t). The initial mass M (0) is then given as

M(0) = [ po(X)av (3.6)
B
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where dV =dXdYdZ, and should remain the same as B(t) changes its position an configuration
with time. That is,

MO)= M(t) — /m@MV:/pQMM, (3.7)
B B(t)

where dv = dxdydz. We now take the volume integral over the deformed region back to the
initial region to perform the integration over B(0), and get [2]

/p@ﬁMZ/M&WMW (3.8)

B(t) B

where J is the Jacobian determinant of the displacement, as introduced above.
The requirement that M (0) = M (t) now reads

/m@MV:/meMM (3.9)
B B

or

/moq—Mxmmvzu (3.10)
B

Since B is arbritary, the integrand in (3.10) has to be zero for all t and X. The continuity
equation now takes the form

po(X)
J(X,t)

p(x,t) = (3.11)
This is quite a different expression than its Eulerian equivalent (2.1). Once the deformation is
known, we can simply compute the density p(x,t) in the deformed material from the initial den-
sity po(X) and the Jacobian determinant J(X,t), and the computation does not involve taking
spatial derivatives of the density. It is apparent that this formulation is more suited if one wants
to include heterogeneous material parameters; the formulation allows pg to be discontinuous.

It is also interesting to note the following: The fundamental hypothesis of continuum me-
chanics says that there is a bijection between material and spatial coordinates. It can be shown
that this requires for the Jacobian matrix to be invertible for all times [16]. This equivalent to
J(X,t) >0, Vt>0since the existence of F~1 implies J(X,t) # 0, and J(X,0) = det(F(X,0)) =
det(I) = 1,2, This condition also seem natural in the light of (3.10) since J < 0 would cause
the density to blow up or become negative, which is clearly non-physical. The condition is
sometimes referred to as the mathematical form of the assumption of impenetrability of matter

[16].

2 is the 3x 3 identity matrix.
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3.3. Conservation of momentum

We continue to obtain the momentum equation in Lagrangian coordinates. The integral formu-
lation of principle of conservation of momentum, in absence of body forces, is [22]

(i/p(x,t)v(x,t)dv: /a(x,t)nds. (3.12)
B(t) aB(t)

Here B(t) denotes the same kind of control volume as used in derivation of (3.11), and 9B(t) is
the boundary® of B(t). o(x,t) is known as the Cauchy stress tensor, and a detailed discussion
on o can be found in [22, 14]. o is a 3 x 3 matrix that specifies the forces acting in a in a con-
tinuum. When we only hydrostatic pressure, the stress tensor reduces to o = —p(x,t)I, where I
is the 3 x 3 identity matrix [16]. n is the outward unit normal vector in the deformed volume
and ds is the surface differential of 9B(t). We now want to relate the surface integrals over the
deformed and initial control volume.

Nanson’s formula

Nanson’s formula relates the normal differentials nds and NdS on 0B(t) and 0B. We have the
following relation between the normal differentials and the volume differentials:

dX-NdS =dV and dx-nds = dv. (3.13)

Taking the total differential dx w.r.t. X gives

dz Oxx Oyx Ozx| [dX
dx = |[dy| = |Oxy Oyvy Ozy| |dY |, (3.14)
dz Oxz Oyz O0Ozz| |dZ
or in terms of the displacement gradient F',
dx = FdX. (3.15)

From the change-of-variable formula for volume integration we know that the volume differen-
tials are related by dv = JdV. Hence,

JdX-NdS =dx-nds = dX-JNdS=FdX nds=dX-Fnds, (3.16)
and since F' is assumed invertible, we obtain Nanson’s formula
JEF~TNAS = nds (3.17)

where F~7 = (F~HT,

3We require dB(t) to be piecewise continuous.
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The Lagrangian momentum equation

We are now in a position to do the integration of (3.12) over the reference configuration. Using
(3.17) we have

/ o(x,t)nds = / Jo(x,t)F~TNdS. (3.18)
OB(t)

This transition is known as the Piola transform [22]. The transformed volume integral from
(2.6) is

/ p(x,1)u(x, £)dv = / p(x, )V (X, 8)JdV = / po(X)V (X, 0)dV, (3.19)
B(t) B B

since, from (3.11), po = Jp. The integral formulation of the conservation of momentum in the
reference configuration thus becomes

% / po(X)V (X, t)dV = / Jo(x,t)F~TNdS. (3.20)

The expression P = JoF~T appearing in the surface integral is known as the Piola-Kirchhoff
stress tensor, and relates stress in a deformed configuration to the stress in the reference con-
figuration [22]. Using the tensor form of the divergence theorem [22], where V denotes the
divergence w.r.t. the Lagrangian coordinates, and pulling the time derivative inside the volume
integral, we get

/po av = /v PV = /po——v PV =0. (3.21)

Again, since B is arbitrary, the integrand has to be zero for any control volume. Hence, the
differential form of conservation of momentum in Lagrangian coordinates is:

ov
0o e

This equation looks both unpleasant and simple. Compared to its Eulerian equivalent, we see
that we don’t have a Lagrangian density L£(x,t), which is nice. Another nice property is that
we don’t require spatial gradients of the density; nowhere in the derivation of neither (3.11) or
(3.22) do we make the assumption that p or pg is continuous in space. But we have gained some
complexity by introducing the Piola-Kirchhoff tensor. At first glance it is not very clear how
one should handle V-P =V -JoF~T neither analytically or numerically, but the following will
make it more clear.

—-V.P (3.22)

The Piola-Kirchhoff stress tensor

The Piola-Kirchhoff stress tensor relates the pressure in the deformed configuration to the forces
in the reference configuration. To analyze P, we start by looking at JF~T. A result from linear
algebra simplifies things:
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Let A be a invertible, square matrix in R™*™. Let C4 be the cofactor matrix of A. Then

1
At =— (o)t 3.23
det(A)( A) ; ( )
where C4 of A is defined as

€11 €12 ... Cln

C21 €29 ... Cop
Ca=| . . . | (3.24)

Cnl Cp2 ... Cpn

and the cofactors are ¢; ; = (—1)""7 det(M; ;), and M;; is the ij’th minor of A. The minor M;;
of A is the matrix A with row ¢ and column j removed. For A € R3*3 the minor My, would be

a2 ai3
Moy = . 3.25
21 <a32 a33> (3.25)

Since F is a square, invertible matrix, we have JF~7 = Cp. Calculation of Cy in 2 dimensions
give

1+ aij —3)(Uj
Cr = l: —-oyU; 14+0xU;|’ <3'26)
Now we show that V- Cr =0. The divergence of the tensor C is
c11 €12 €13 Oxci1+0yciz+0zci3
V-Crp=V-|ca1 ¢o9 co3| = |Ixcar+0ycag+0zc03] . (3.27)
€31 €32 €33 Oxc31+ Oycza+ 0zc33

Writing the cofactors of the first component in terms of ¢(X,t) = [¢i,¢;, 0k]T Wwe get

c11 = Oy ;0701 — 0700y @k
c12 = —(0x ;070 — 070;0x k)
c13 = Ox 0y @i — 0790y k.

The first row in V- Cp equals V- [c11,c12,¢13], and direct calculation gives

V- [e11,¢12,¢13] = Ox 0y 07k + Oy j0x 070k — Ox 0790y @ — 0z 0x Oy i
— Oy Ox 079K — Ox 0y 079k + 0y 0z0;0x pi + 020y Ox i
+070x 0y pr +0xp;070y pr — 070y p;j0x pr — Oy p;j070x pr = 0.

The same holds for the j and k component of V-Cr. Remembering that o(x,t) = —p(x,t)I, we
have that P = ocCr = —pCg. The divergence of a scalar-matrix product is

V- (pCr) = (Cr)"'Vp+p(V-Cr), (3.28)

so from what we have just shown,
2%
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Written out in component form, in two dimensions, with V' = [V}, Vj]T, the equation for conser-
vation of momentum reads

) Pq::_{1+ayuj —ﬁyUg]F&p}’ (330)

Po5e Vj —0xU; 140xU;| [Oyp

3.4. An evolution equation for the pressure

Obtaining a valid partial differential equation for the pressure is not as straight forward as one
would think, given (3.11). Not much literature on the topic exists, but it seems it is common
to do certain assumptions on the acoustic quantities. We now discuss these assumptions and
follow the derivation of a pressure evolution equation by B. A. Angelsen in [4].

The acoustic assumption

The acoustic assumption concerns the size of certain acoustic quantities. It is common to say
that the theory of acoustics is an infinitesimal theory, meaning that e.g. the acoustic pressure
and density, defined as the deviation from their static values, are very small quantities. Following
the introductory discussion in R. T. Beyer’s book Nonlinear Acoustics [6], we introduce the
acoustic Mach number, M. M is defined as the ratio of maximum particle velocity vy over local
sound velocity cg, and we require M = Z—g < 1. We don’t present the argument, but this leads
to a condition on the spatial derivative on the displacement U':

max (2U> =0O(M) (3.31)

X

From a similar derivation to the one in section 3.3, the 1-D version of the second order wave
equation can be shown to be [6]

PU & oU
o2 au\2 0x2’
(1+ %)

(3.32)

2
and the acoustic assumption serves as a justification for linearization, since (1 + %—g) <(1+M )2 9
1. Since the linear wave equation in Eulerian coordinates is

U L0
o2~ Vg2

the linear wave equation in Lagrangian and Eulerian coordinates coincides, and this also serves
as a justification of the linearization of the Fulerian equations. It can also be shown that this
leads to similar linear Lagrangian and Fulerian equations for higher dimensions, by assuming
C F= I [30].

(3.33)
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Angelsen’s equation

The derivation starts by showing that one can assume |V -U| < M. The Jacobian determinant
J is approximated to first order in OU as

ouU; OU; U,
%t oy tag =1tV U (3.34)

The condensation, or relative change in density, is defined as Z—;, and from (3.11) we get

Jr1+

1
o opol7— 1 1
&:7(J ):——1z7—1. (3.35)
£o £0 J 1+V.U
A second order Taylor expansion of this expression gives
/
§~1+V-U+(V-U)2—1:V-U+(V-U)2, (3.36)
0
justified by |V-U| < M <« 1. In terms of the condensation, the nonlinear equation of state is
[15]
— B — 2
p=a() 2 (o0 (3.37)
Po 2\ po

Substituting the expression from (3.36) in to (3.37), discarding terms of order three or higher,
yields the relation

/ I\ 2
p—A<p>+B<p) ~—AV-U+AB(V-U)?, (3.38)
Po 2 \po

where again =1+ %. We now want to invert this relation. Solving for ( =V -U and k = &,
we get

BCP—C—k=0 = 28(=1+/1+4pk. (3.39)
We choose the negative root, since the other choice would leave us with V-U = % when p = 0.
Since k = & « 1, we can approximate the root with its Taylor series up to second order [4], to

get C%;B (1_ <1+;4Bk—;(45k)2>> _ (—k+5k¢2)- (3.40)

. _ 1 _ 1
Hence, using that kg = o = A We get

Iigp—,@(ﬁop)2 =-V.U or K(p)=-V-U where K(p)= Hop—,@(lﬁlp)2 (3.41)

To get the equation presented in [3], one proceeds to take the material derivative of (3.41), to

get
0
K'(p) 5 ==V V. (3.42)

where K'(p) = ko —28k3p is known as the nonlinear elastic volume compressibility [4, 17]. There
are certain similarities between this equation and the nonlinear pressure equation in Eulerian
coordinates,

9 2,2 10\ O 9

5 (Rop—,@l‘iop ) =K (p)a =—-V.v —l—/ioaﬁ(m,t). (3.43)
Again, we have lost the Lagrangian density £(x,t), but it required an additional assumption.
The approximations that led to (3.42) are justified by the acoustic assumption, and by keeping
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first order terms, instead of linearizing completely as in (3.32), but it is unclear what conse-
quences these approximations have on the accuracy of the equation. In the paper describing the
acoustic simulation tool Abersim [30], the authors use a Lagrangian description and equation
(3.42) (where they include a loss term), and approximate the Piola-Kirchhoff tensor in (3.22)
as V- P~ Vp. Comparing with the Eulerian equations, we see that this is equivalent to solving
the system (2.33)-(2.34).

A different approach

Since the density is given directly once we know the deformation, as in (3.11), we can, in
principle, obtain the pressure directly. In terms of the condensation Z—O = % — 1 and the linear

and nonlinear equation of state, we have that

1 /1 1 /1 B/1 2
——(=_1 — (1) +=(=2=1) . 44
P HO<J > or P KO<J >+2(J ) (3:44)

For analytical purposes and for comparison with the Fulerian equations we also derive the
differential form of (3.44). For that we need a result on the derivative of J. From [16] we have
the result that for a continuously differentiable invertible matrix M (t)

0 0
—det(M) =det(M)tr ( M~ ' =M 4
£ det(M) = de( )tr( - ) , (3.45)
where, for a square matrix A € R"*™  the trace is tr(A) = in: ay. In the case of the deformation
=1
gradient F', we have
QF = QV (X,t) = Vé (X,t) =VV(X,t) (3.46)
or- ot T T Vgt = ' ’

We now need a relation between the gradient w.r.t. the reference configuration and the gradient
w.r.t. the deformed configuration. Since v(x,t) =V (X,t), the chain rule gives, for component
Z?
oV;  Ov; 9z Ov; Oy Ov; Oz
X ~ 0w 0X 0y ox 0z 09X
Carrying out the computation for all the components in Vyv, one finds that the gradients are
related by the deformation gradient F' as

VV =V,.wF or Vyw=VVF (3.48)
Going back to (3.45), with J = det(F’), we have

(3.47)

0 _ —1 0 _ —1 _ -1\ __ _
o =t (F atF) = Jtr (F'VV) = Jir (VWF™') = Jtr(Vv) = JVxov,  (3.49)

since tr (AB) = tr (BA) for matrices A, B € R™*™ and tr(Vxv) = Vx-v.

If we now take the material derivative of the pressure equation (3.44) obtained from the linear

equation of state, we get

Op 1 Vg v
E%—pr-v——ﬁ—o T (3.50)
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We note that a linearization according to the acoustic assumption that J ~ 1, leads to a equation
similar to the linear Eulerian pressure equation (2.5), i.e.

op 1

o_ g . 51
Y KOV v (3.51)

We can also express (3.50) in the reference configuration, using that* V, -v = %V- (J F _TV):

Jp 1 1
— =— VA\JFV 3.52
ot Ko J2 ( ) ( )
A derivation with the nonlinear equation of state yields
Op 1 Vx-v Vx-v
— xp-v=——(1—B -B . 3.53
op Vo= (1=B) =5 T2 (3.33)

These equations are an alternative to the pressure equation (3.42). As there is, to our knowl-
edge, no literature describing this latter approach or equations (3.50), (3.52) and (3.53), we will
not pursue it further.

Summing up, the Lagrangian equations describing acoustic wave propagation are

dp

/ “r .
K'(p) 5 v-Vv (3.54)
oV
or written out in two dimensions,
dp aV; OV
! - _ T _ 7‘7
W5 =~"ax " av (3:56)

9 [V} _ {1+5’ij —OvU; ] PXP}, (3.57)

P Vj —-0xU; 1+4+0xU;| [Oyp

The equations must be equipped with suitable initial and boundary conditions. We will return
to this in Chapter 5, when we construct a numerical method to for solving them.

AThis relation is obtained by similar arguments to those yielding (3.29).
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CHAPTER 4

Energy, viscoelasticity and attenuation

In this section we look at a property that is essential to equations derived from conservations
laws; a feature known as conservation of energy. We then introduce the concept of viscoelasticity,
to account for attenuation, i.e. loss of energy, in our equations.

4.1. Conservation of Energy

Physically, acoustic waves can be interpreted as the interaction of the potential and kinetic
energy of the particles in the material in which the wave propagates. The propagation appears
as compression and expansion of the material. When the material is compressed, the wave
energy exists as potential energy, and during the expansion this energy is converted into kinetic
energy. Hence, one can say that kinetic energy depends on the motion of the material, while
potential energy depends on the deformation. The principle of conservation of energy! says that
the sum of potential and kinetic energy is constant in absence of sources. It is useful for proving
uniqueness of solutions and stability of numerical schemes, and also for calculating acoustic
intensity [28].

It is natural to write the total energy density as a sum of the kinetic and potential energy
density:

ET =€EK +EP (4.1)
The kinetic energy density is generally defined to be ex = %pv2 , O € = % pov?, for the Euler-
ian equations [6]. As we pointed out earlier, there seems to some disagreement on what the
potential energy density is [28]. We now present a quite general approach to find expression for
ep using thermodynamics.

Let U be the internal energy? of a material. Then the first law of thermodynamics states
that

dU = 6Q + W. (4.2)
Equation (4.2) says that the change in internal energy (dif) is equal to the heat transfer into
the system (0Q)) plus the work done on the system (6W') [28]. The §’s are known as inexact
differentials, and will soon be replaced by exact ones. At this point we assume that the com-
pression/expansion process is adiabatic, i.e. that there is no heat transfer during the process.
Then 6Q) = 0. This is a common assumption in acoustics, and is motivated by assuming that
pressure variations are so rapid that there is no time for heat flow [9]. For an ideal fluid we
have §W = —pdV, and from conservation of mass we have pV =m. To get the potential energy

lenergy:acoustic energy.

2Internal energy is the total energy of a system excluding kinetic energy and potential energy due to external
forces, i.e. gravity.
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per mass, we first set m =1, and get that dV = ——;‘g . Inserting this in the linear compressibility
relation (2.40) we get
10V 1dp p
0=V, PR dp p = Kopdp o dp (4.3)

The internal energy (per mass) and the potential energy density then relates as pdif = dep [6].
Integrating dep from 0 to p, we get that the potential energy density relative to the undisturbed
state is

1
ep= Ko/qdq = 550]92 (4.4)
0
This is the most common expression for ep, found in e.g. [4, 28, 6]. Before we continue, we look
closer at energy conservation.

Acoustic intensity and Power

To see how energy is conserved in the acoustic equations, we look at the closely related concepts
acoustic intensity and power. Acoustic intensity is defined as Z(x,t) = pv, and represents the
instantaneous energy flow per unit area [8]. The power P(x,t) of a volume (¢) is the work
per unit time from the forces acting on €(¢), and can, in absence of body forces, be written in
terms of the acoustic intensity [22]:

P(x,t)=— /p(v'n)ds:— / Z-nds (4.5)
(1) (1)

One can then show that the total acoustic energy £(t) of €, given as

E(t) = /ETd’U, (4.6)
Q)

and the power is related as

d
— 4.
E=P+Q, (4.7)

where @) represents heat sources, which we assume to be zero [22]. In fact this is a more specific
version of the first law of thermodynamics given in equation (4.2). Hence it becomes clear that
the energy of a wave is conserved in some domain Q(¢), if p or v (or both) are zero at the entire
boundary 0f2, since this yields

d
&5 =P=- / p(v-n)ds = 0. (4.8)
a(t)
From (4.7) we can also obtain a energy-intensity equation. In integral form we have
i/erv:— / I-nds:—/vx-Idv:> /a;tT—{—Vx-Idv:O, (4.9)
Q) a9(t) Q) Q)
and since €)(t) is arbitrary we have
aET
=L «I=0 4.10
5 TV (4.10)
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We will now see that we have energy conservation for the linear Fulerian equations, when

1 1
= /§p002 + §m0p2dV. (4.11)
Q
We want to show that ag(t) =0, and we get
dé(t) 1, Op
— . 4.12
g dt/Q’OOU + 5 k0P dV = /pov + Kkop—=- 9 dv. (4.12)

Substituting from the linear equations (2.4) and (2.6) and integrating by parts we get

dé(t
Q Q

We continue to find an expression for ep in the nonlinear case: kg is the linear compressibility,
and it can be shown that a nonlinear compressibility relation is [4, 17]

K'(p)= —‘1/88‘;, where K'(p) = ko — 2Bkap. (4.14)
Hence the potential energy density for nonlinear waves is found to be
[ 1 2
eW = [ ¢K'(¢)dg = §ﬁ0p2 — g,@ﬁ%pg. (4.15)

0

We note that for nonlinear waves, the Lagrangian density that appears in (2.15) and (2.17),
L(x,t)= %pv2 — %mopQ, is not really the Lagrangian density, since £(z,t) # e —e'¥.

We now show that the nonlinear Eulerian equations, when L is neglected, also obey the principle
of conservation of energy when €’» ! is the potential energy density. The nonlinear wave equations

are

Op 0

/ _ = — . J—

K'(p) Y \Y v—{—/ioatﬁ(x,t) (4.16)
Ov

Ignoring the terms involving £, we get

det)  d (1 1 ;
_z d
& dt/ V2 + = Hop Bﬁop Vv

0
—/pgv ——i—p RO—Qﬁmgp) ai)dV

0
*/Pov 57+ PK(p) oV
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Substitution of (4.16) (4.17) and integration by parts then yields

de(t
di:/U~VppV-UdV:/pV-vpV~vdV:0, (4.18)
Q Q

as it should. However, if include £ in the calculation, things do not work out so smoothly:
Carrying out the same calculation, we are left with

1
diit) = /K;opaatﬁ —v- VLAV = /V-v (2p0U2 +/<;0p2> dVv. (4.19)
Q Q
Since all the terms in the parenthesis are positive, we can rewrite this as
d&(t
di)’ §/|V-U\CdV, (4.20)
Q

where C > 0 is some constant, and it is clear that for £ to be constant, we have to have V-v =0
in all of €2, i.e. no wave.

Energy conservation for the Lagranigan equations

As we saw in (4.20), we did not get the wanted energy conservation when we included the
Lagrangian density term the Eulerian equations. Attempting to show energy conservation for
equation (3.29), (3.42) and (3.52), using both the nonlinear potential energy expressions, also
fails. Hence the problem can lie either in the formulation of the potential energy p or equations
(3.42) and (3.52), or it can be related to the equation of state. In the, sometimes impervious,
literature of continuum mechanics and elasticity, e.g. [22, 19], and also in [15], the potential
energy density is sometimes referred to as the strain energy density. The strain energy density
is a functional on the form

S=8(I1,I5,I5) where X =ecig(FTF) and I,=I,(\) i,n=12,3. (4.21)

Here eig(A) denotes the eigenvalues of the matrix A. According to [22], if the correct strain
energy density function is known, the stress(in an elastic) material can be derived from S. At-
tempts to show this, and energy conservation, with the Lagrangian equations did not succeed.

A motivation for the investigation of conservation of energy has been that it could serve as
a verification device for the Lagrangian equations, but this has not been successful. As a last
note on conservation of energy, we can say that it seems that the standard expression %/iopQ
is a fair approximation to the potential energy density. When we calculate the total energy in
simulations using (4.11), energy conservation seem to hold.

4.2. Viscoelasticity and attenuation

To include the effects of attenuation in our model we consider viscoelastic effects. Attenuation,
or loss of energy, in acoustic waves is due to microscopic phenomena, where the kinetic and
potential energy of the molecules are transferred to other degrees of freedom, e.g. vibrational
or rotational energy, or changes in the molecular configuration [14, 4]. Then the assumption
that the process is adiabatic, which we utilized in deriving the potential energy in (4.4) and
(4.15), is no longer valid. When a material is compressed, it might not expand to its initial state
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afterwards, and some of the (vibrational) energy is lost. A fully elastic material is a material
where no energy is lost due to this kind of behaviour, and a fully viscous material is a material
where all the energy is lost. Viscoelastic materials are materials that exhibit both elastic and
viscous properties. An underlying assumption in the equations we have developed so far is that
the medium in which the waves propagate is purely elastic, and this is also reflected in the
conservation of energy.

When deformed by some constant force, an elastic material instantaneously deforms and com-
pletely recovers its original shape when the force stops acting on it. Quite opposite, a viscous
material would, when being acted on by a constant force, deform until the force stops acting
on it, and the deformation does not reverse itself. A viscoelastic material is a material that
exhibits a mix of these properties. A rubber band is an example of a very elastic material, a
piece of toy clay is an example of a very viscous material, and human tissue is an example of
a viscoelastic material. Figure 1 illustrates how the different materials might deform under an
impulse force.

Elastic material Viscous material
0.2 0.6
0.5
0.15
S 804
T T
g 0.1 E£03
K] 2
3 o2
0.05
0.1
0 0
0 200 400 600 0 200 400 600
time time
Viscoelastic material Force
0.2 1.2
1
0.15
5 08
© ©
g 0.1 206
S k]
3 0.4
0.05
0.2
0 0
0 200 400 600 0 200 400 600
time time

FIGURE 1. On the bottom right, we see the time response of the applied force. The elastic
material deforms in agreement with the applied force. The rate of deformation for the viscous
material is proportional to the applied force, and hence the material deforms linearly until the
force stops acting. The viscoelastic material inherits a combination of these properties, and
deforms at at varying rate, before it slowly returns to its initial configuration. Values on axis
are arbitrary.

One could attempt to model viscoelastic behavior from the molecular level, but this is a difficult
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and intractable problem due to the number of molecules involved. Instead one tries to model
the macroscopic behaviour with simpler, heuristic models.

Two important concepts in viscoelastic models are stress and strain. Stress, denoted o (X, ), is
a representation of surface forces that particles exert on each other. Strain, denoted €(X,t), is
a measure of the deformation of the material. Both € and o are represented as tensors. In the
case of small deformations and pressure induced forces, they take the form [16]

(X, 1) = %(FT T B (4.22)

where ' =V is the deformation gradient. We are mainly interested in the volumetric strain,
defined as €, = tr(e(X,t)) = V-U. The viscoelastic equations are given as relations between the
components of € and o, and F and 7, the elastic modulus and viscosity parameters, respectively.
In the case of pressure induced strain, we have £ = ;710' There exists multiple models to account
for viscoelastic effects, but as proposed in [3], the Three-element-model gives an is an adequate
model for such effects in soft tissue.

The Three-element-model

In [20] the elastic and viscous pressure-density relations are given in terms of excess density
p', ambient density pg, compressibility kg, the viscosity parameter 1 and the pressure p. From
(3.34) we get the first order approximation p’ = —pgV -U = —ppe€,. The Three-element-model is
pictured in Figure 2. The quantities in the model are the nonlinear elastic strain €;, the linear
elastic and viscous strain, €5 and €4, the sum of these, e2. From [14] we have that the linear
elastic strain-stress relation is

1

€s = 505 = —Kop, (4.23)
the viscous strain stress relation is

deg 1 1

5, =—= 4.24

dr no-d npv ( )
and the nonlinear elastic relation, which we recognize from (3.41), is

e =—K(p). (4.25)

The model is understood by thinking of each infinitesimal volume as a microscopic mechanical
system. This system consists of a nonlinear spring connected to a dashpot and a linear spring
aligned in a parallel configuration as in Figure 2. A dashpot is also known as a Newtonian
damper, and models the viscous part of the system. The spring is the mechanical analogy of
Hooke’s law, and is the elastic part of the system. The nonlinear spring represents the nonlinear
elastic effects of the system, and the dashpot and linear spring the viscoelastic effects.> The
total volumetric strain for the system is €, = €; +€2. From (4.25) we have that e; = —K(p). For
€2, one assumes that eo = €; = €¢4. The total strain over the parallel spring and dashpot is the
sum of the strain from the spring and the dashpot, as given in equations (4.23) and (4.24) [14]:

1 deg 1 des
_ ¢ — g4 n—= 4.26
7= 05T 0d Ko s dt Ko 2T dt ( )

3A dashpot and spring in parallel is known as the Kelvin-Voigt model, and is one of the fundamental models
for viscoelastic effects[14].
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FIGURE 2. Illustration of the Three-element-model. €7 and es is the volumetric strain in each
part of the system, es and ey is the (volumetric) strain in the spring and dashpot part of the
parallel part of the system. A is the nonlinear spring, B is the viscous element, the dashpot,
and C is the linear spring.

Or, as an ordinary differential equation for €3, in terms of o = —p:
d€2 n 1
Tt 4.27
dt KQ 2 np ( )

Taking the time derivative of ¢,, we get

de, deg  dea  d 1 n
R IR T T Qe et (4.28)

Now, since 4 = %V-U: V-V, and $K(p) = —K'(p)%, we have

op n 1
/ —_— = — . —_—— —_——
K'(p) = V-V P €2 np (4.29)

We now have an equation for the acoustic pressure that includes the effect of viscoelastic atten-
uation. We have added new viscosity term ez = ¢, and the ODE (4.27). We continue to look at
how attenuation depends on frequency.
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Frequency dependent attenuation

The effect of acoustic attenuation is known to be frequency dependent [3, 29|, i.e. that the
amount of attenuation depends of the vibration frequency of the wave. There are various mod-
els to account for this effect in equation (4.29), described in e.g. [14, 4, 8, 31]. We want to
adapt the viscoelastic model to include such effects, according to [3]. To explain how this can
be done, we do an energy analysis of the viscoelastic system.

When a viscoelastic material is deformed by some periodic function, the stress will generally
lag behind the strain. For a sinusoidal volumetric deformation, when the process has reached a
steady state, we can assume

€ = e sin(wt) (4.30)
where ¢ is an amplitude parameter to be specified. Inserting this expression into the dashpot-
spring system in equation (4.27), writing o = —p, we get that

o =neoy (w cos(wt) + S sin(wt)) (4.31)
Ko
The energy loss during on period of vibration is given as [14]
2
er = /ade. (4.32)
0
Calculation with € and o as defined above yields
2m 2m 2
ey = /O’d€ = /O’Edt = weon/ wcos(wt) + —sin(wt) | cos(wt)dt = megnw, (4.33)
Ko
0 0 0

Hence, the attenuation of energy has a linear frequency dependence:
ey (w) = Twes. (4.34)

If one has measurements of the amount of attenuation for specific materials and frequencies,
the parameter n could be adjusted to fit the measurements. However, in the continuation of
this thesis, we choose to not include this particular loss model. It will be clear that it poses
no huge complications or changes in the numerical model to include it, but it is left out since
it requires of extra parameters and specific knowledge, in contrast to the rest of the equations,
which are more general.

32



CHAPTER 5

Numerical Method

In this section we propose a numerical method to solve the equations derived in Chapter 3.
The method is second order in space and time, and is based of a FDTD' method that uses
leap frog time integration and staggered grids. The introduction of the Piola-Kirchhoff tensor
in (3.29) ads some complexity, but we propose a construction of a staggered grid that handles
this without loss of accuracy. The method also uses split-field PML boundary conditions for
damping of the waves.

The full system of partial differential equations for the lossless propagation of acoustic waves in

two dimensions is
aat [8; N [5;] (5.1)

K,(p)% - _g? - % (5.2)

mai 1) = Contr’ 130w onm 63)

The system (5.1)-(5.3) must be equipped with a suitable set of boundary conditions, initial
conditions and as we will see, sources, before we can proceed.

5.1. Sources

An acoustic wave is a propagation of some disturbance from the equilibrium state. This initial
disturbance can appear anywhere inside the medium in which the wave propagates, but in
the case of a ultrasound wave being exerted into the human body, it would seem natural that
the disturbances that cause the incoming wave arises at the boundary of the domain. The
disturbance can for example be represented either as a boundary condition on p and V, or as
source term in equations (5.2) or (5.3) (or both), included as follows:

)

K'(p)a—’t’ =V -V+5n (5.4)
ov

pofat =-V-P+Sp (5.5)

We can use the source term S, to simulate the effect of a vibrating plane. Let a stiff, vibrating
plane occupy the region Qyy, say Oy = {(X,Y): X =a,y1 <Y <o}, and let v,(t) be the
uniform vibrational speed of the plane, and n its normal vector. We require that V' -n = v,(t),
i.e. that the normal velocity is continuous over the plane. Since the vibration causes a local

Finite Difference Time Domain.
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change in density, its effect can be modeled as an infinitely thin volume injection source .S, on
the form

So(X.t) = {2vp(t)5(y—Y) for X,y € Qw

0 for X & Qyy

added to (5.2) [31]. Then S,, produces the same acoustic wave field for X > a as one would
get from placing the boundary at €y, enforcing the above mentioned condition on the normal
velocity. A source of this type is known as a monopole source. A monopole source source is
easiest understood when it acts as a point source. If a infinitesimal spherical volume expands, it
displaces its surroundings equally in all directions, and hence initiates a spherical wave.? In the
case of a monopole plane source, it will radiate two main waves, one in each spatial direction,
and also spherical-like waves from the edges of the plane. An example of waves generated by
such sources can be seen in Figure 1 and 2. We will later use a source of this type combined
with appropriate boundary conditions to generate waves.

(5.6)

FIGURE 1. A 2-D spherical wave FIGURE 2. A wave from a plane(line)
from a monopole volume injection volume injection source.
point source.

2This is the same kind of wave we looked at in connection with the Lagrangian density.
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5.2. Split-field Perfectly Matched Layer

We are interested in the wave-particle interaction, and not reflections or other wave phenomena
that occurs at boundaries of our medium. The ideal solution would be to have a infinitely
big computational domain, and while we study the region of interest, let the rest of the wave
propagate into oblivion. This is of course not computationally feasible, and to remedy this we
use a technique called split-field Perfectly Matched Layer. This is not a boundary condition per
se, but a modification of the equations to produce a gradual absorption of the wave in certain
parts of the computational domain, the Perfectly Matched Layer(PML).

The PML method was initially developed for the equations describing electromagnetic wave
propagation [5]. In electrodynamics, both the magnetic and electric fields are vector fields. To
use the method in acoustics, one has to split the scalar pressure field into two components,
p = p; +pj, and add them together after computation. Hence the additional "split-field”. We
will see that the formulation of the equation in terms the components p; and p; is natural when
we also split V- V. The method also has a simpler and more intuitive formulation when used
with first order systems like those being treated this thesis, favorable to the more common
second order formulations of wave equations like (1.1). In the original paper by Berenger [5],
the modified equations were introduced, followed by arguments on how and why they worked.
Later, others have derived the same equations through rather lengthy arguments on analytical
continuation of the wave in to an absorbing infinite space [21]. However, the method appears
very intuitive when one sees the modified equations, and we present it as it is given in [23].

We denote our computational domain €2, and the PML €Q,,,;, where €2,,,,; C €2, and the outer
and inner boundaries, I', and I';, are as in Figure 3. We define the absorption coefficients as

FIGURE 3. A 2-D domain 2, where the PML-region 2;,,,,; is marked with yellow, and the outer
and inner boundaries are I', and T';.
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X) for X e
O'k(X) _ ak( ) r pml
0 for X & Qi
where «y, is a positive, real valued function that monotonously increases from 0 to some value
Qmaz from I'; to IT'y in €y, The modified equations® now become
ov; 1

k=i,j (5.7)

5 = —%((1+3ij)3Xp—3inaYp)_Uz'Vi (5.8)

ov; 1

W:—%((1-i-ain)ayp—f)XU]'aXp)_O'J'Vj (5.9)

Opi 1 9V

at | K'(pox P (510)

Op; 1 9V

W= 610
p=pi+p; (5.12)

That the split-field system is equivalent to the original system inside the non-PML region, is
easily seen by adding the equations for p; and p;. Each of the modified equations roughly
resemble equations of the form ¢'(§) = f(£) — ag(€), where the solution is of the form

13
9(6) = ere™¢ 47 [ f(y)eovay, (5.13)
1

and one sees that the additional term introduces a exponential decay proportional to a. Thus,
one obtains a damping of both the velocity and the pressure when inside the PML. This is
also intuitively understood since the addition of the PML terms is equivalent to saying that
the rate of change of a quantity is equivalent to the negative value of that quantity(plus the
contribution from the pressure gradient) when inside the PML. The absorption coefficients have
to be specified to yield a gradually increasing damping as the wave propagates through the PML.
Sharp changes in absorption can lead to unwanted reflections of the wave, and should be avoided
[31]. If we were in 1-D, and the PML was located at z1 < X < z9, we could e.g. define
Qmaz(z1—X)? for oy < X <19

o(X)=
0 for0< X <ay

and the parameter a4, would need to be set an optimized according to the width of the PML,
pressure amplitude, etc. This kind of damping of a sine-wave can be seen in Figure 4.

(5.14)

When the wave enters the PML it becomes increasingly attenuated as it propagates through
it, but it does not vanish completely. Hence we need to specify a boundary condition at the
outer boundaries of the PML, I',. It is then common to use a Dirichlet boundary condition on
the velocity: V(X,t) =0 on I',, while the pressure at the boundary remains unspecified. Zero
vibration velocity means that the boundary is perfectly rigid, and this yields a total reflection
of the wave back in to the PML. However, as the reflected wave is also absorbed on its way
back from the boundary, it practically becomes negligible.

3We don’t include the equation for the displacement, as it is unaltered by PML.
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0 0.2 0.4 0.6 0.8 1 12 1.4

Propagation length

FIGURE 4. A sine wave propagates a unit length before entering the PML. The PML starts
where the line color switches from blue to orange, and the amplitude is quickly attenuated.

To initiate waves into {2, we use a volume injection source as described above in (5.6), placed
along a part of the inner boundary I'; where we want e.g. a transducer to appear. Hence the
part of the wave created by the monopole source S, not propagating into 2 is immediately
absorbed as it propagates into the PML. A graphical explanation of the PML method can been
seen in Figure 5, and a simulation of the source/PML combination is seen in Figure 6.

FIGURE 5. A is the ultrasound transducer, the source of the acoustic waves. B can be the
entire physical region, while C' is our computational domain. The region of interest D is inside
the dotted circle. The PML is the area between the thin green rectangle and the broader yellow
rectangle, and the source Sy, is placed at the inner boundary of the PML, where the blue front
end of the transducer is.
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FIGURE 6. A cross section of a Gaussian plane wave radiated by a volume injection source just
inside I';. The monopole source radiates two main waves, one traveling in to the domain, and
one traveling out of it. The outwards traveling wave quickly absorbs in the PML, while the
inwards traveling wave is free to propagate undisturbed. Values on axes are arbitrary.

We assume the medium initially is at equilibrium, i.e. all acoustic quantities are zero. With
initial and boundary conditions, PML-modification and addition of sources, the full 2-D system
of equations to be solved numerically is

oU;

o Vi

ou;
o

Vv; 1

atl = (1+0yU;)0xp—0yUdyp) —oiV;
oV 1

o= - (14 0xUy)dyp—0xUj0xp) — o;V;
81)1-__ 1 (a‘/z_ls>_ o

ot - K’(p) 0X 92 m (oFy %

8]?]' o 1 8VJ 1 ) 7).

o = w (o 25) o

pP=pitp;

UV,peQ and U=V =p=0 at t=0
Vi=V;=0 on 0I,
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5.3. Discretization

We want to solve the equations (5.15) using a finite difference method in both the spatial and
temporal domain. A well known and elegant numerical method used on equations originating
from conservation laws involves writing the system in a matrix form and diagonalizing it before
solving it, as described in [24, 27]. One problem with this approach is that it gets increasingly
complex as the number of dimensions increase and nonlinear terms are added. In [31], a number
of numerical methods for solving the linear equations (2.4) and (2.6) are proposed, e.g. finite
element methods, pseudospectral methods and finite difference methods. One of the finite dif-
ference methods, a method also originating from the field of electrodynamics, combines a grid
construction technique called staggered grid, and a time integration method known as leapfrog
time integration, where different quantities are computed at alternating time steps. We propose
a finite difference scheme based on the same idea, but first we examine the method in its original
form to see how it works on the linear and nonlinear Eulerian equations, (2.4), (2.6),(2.15) and
(2.15), and why it fails on (5.15).

Leapfrog on Staggered Grid for the Eulerian equations

We start by defining discrete variables. Let Qr j = {(zi,y;) = (iAx,jAy),i,j e N,0<i<I,0<
j < J} be the discrete domain, where I and J are the number of nodes in the z and y-direction,
respectively. We let Ax = % and Ay = %, where L, and L, are the domain lengths in the x
and y-direction. The discrete time is denoted t,, where ¢, = nAt and n € N, and At is some
chosen temporal step length. We denote discrete function values as

n+%

Z7j
, 1 , n
f(xiJr%ayj?tn) = f(ZA‘T_‘_ iAm,]Ay,nAt) = fi-{—%,j ete.

The idea behind the leapfrog time integration is to solve the equations for p and v at different
timesteps. One uses p™ to compute v”*é, and v"*3 to compute p" ! and so forth. The staggered
grid in the spatial domain places the nodes such that spatial derivatives at f;"; are computed
from neighboring points, a half step away in the x and y-directions, by a second order central
difference operator. More specifically, we approximate the temporal and spatial derivatives as

of " . fzﬁ-%d_fin—%d 2
of " _ fis Iy .
- =2 2 1O
3yl Ay (Ay”)
of " f"f% _f.",_%
ary _Jig —Jij A2
ot Az +O(A)

(:9)

4The first paper on the method seems to be "Numerical solution of initial boundary value problems involving
Maxwell’s equations in isotropic media” [32], written by Kane Yee.
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The computational molecules in Figure 7 shows how the nodes are aligned and used in the
computation, and Figure 8 shows a section of the staggered grid. It works very elegantly
due to the structure of the system: (2.4) and (2.6) constitutes a mixed system, where the
temporal derivative of p depends on the divergence of v and vice versa, and the staggered

1
grid lets us compute pgjl from the divergence of UZ ;rz, which is computed from the nodes
surrounding (z;,y;). The same technique applies to computation of the velocity components
from the pressure gradient. The discretization of (2.4) and (2.6), with v = [u,v]7 becomes

n+i n+3 n+i n+3
ntl_on 1Y Co-u 1”--21—1}-421
Pig “Pioj % H3d  impd 2 ity bty (5.16)
At Ko Ax Ko Ay
un—l—% un—%
g ited 1 Py TPy (5.17)
At 00 Ax
Un+% vnf%
ity ity L P TP (5.18)
At po Ay '
. . . =k
Ay l-"t “adFz
& ., 4 5 4 0 <!
i":,'; A A Ayt .J < -~
QA > N .
A) > ) A"I,J . - o .
ST A e Biet; “ A
PR
T

.wp A~ N A~

FIGURE 7. Computational molecules for p, u and v according to the discretization in equations
(5.16)-(5.18).

As we mentioned, the central difference operators used in this discretization are second order
approximations to the analytic derivatives, meaning that truncated terms in the approximation
occur with a factor Az™ = (Az)™, where m > 2. In numerical methods solving wave equations,
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FIGURE 8. Section of the staggered grid.

this feature is important, as first order approximations of spatial derivatives adds unwanted
numerical diffusion to the the solution. Expanding a forward difference operator of a spatial
derivative in a Taylor series shows why:

[ Sy
+ Az —
@y 2 977

- (a-11) -

Ap i —Jig) = 32 +0(Ax?) (5.19)

(4,5)

Hidden in the first order approximation is the second spatial derivative. Hence, using a first

order forward difference operator in a equation like (2.4) would compare to solving the equation
dp 1

1
o~ —— Vvt - AzV? Az? 5.20
9 . (V vty zV U)+O( x%), (5.20)

where the term %AJZVZ'U is recognized as a diffusion term appearing in the heat equation or
in transport equations [26]. Diffusion, manifested as a smoothing and ”spreading out” of the
solution as seen in Figure 9, is avoided by using the central difference operator. By a Taylor
expansion we get
f?:n 1 . fTL 1 . a n 3 n
+35.J t—3,] f 1 A 28 f 3
—2 2 = —Azr"—= + O(Az?). 5.21
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There is no diffusive term hidden this approximation. Hence, we want to use second order
operators in our method.

04F E
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0 . . . . . . . .
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o
o
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Propagation length

FIGURE 9. Plot of from a 1-D implementation of a first order upwinding scheme. One sees how
the numerical diffusion attenuates and spreads out a pressure wave.

The scheme presented above can easily be used for the nonlinear equations (2.15) and (2.17),
when neglecting the Lagrangian density. We only have to change the scheme for the pressure
equation, using a explicit variation of the central difference operator, to get
n+% n+%
it —py L e Y A e AN B
At K'(p}y) Az * Ay ’

1 1
n+s n+3
—Uu 2 2

(5.22)
where K'(p}';) = Ko — Bﬁ%pzj.

Leapfrog on Staggerd Grid for the Lagrangian equations

We now want to apply a similar method to the Lagrangian equations. A closer look at e.g. the
momentum equation (5.15)c-d reveals that the grid structure used for the Eulerian equations is
not well suited: if we consider the component V;, we have that
Vi
PO 9t
First, we see that the equation includes the displacement U, and hence this quantity also has
to live at some suitable set of nodes. Second, it depends on the pressure gradient in both the
x and y-direction, but as we see from Figure 8, a velocity component (V;); ; is not placed in a
way that lets us apply the central difference in a natural way to obtain this. To fix this, and
allow the leapfrog time integration, we need a grid that satisfies the following requirements:

((1+6ij)axp—ain8yp). (5.23)

e The pressure and displacement nodes are placed such that we can compute spatial gra-
dients with central differences in a natural way when computing velocity components.
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e The pressure and displacement nodes should be computed at the same timestep.
e The the velocity nodes should be placed such that when we compute velocity gradients
at pressure nodes, it can be done using the central difference operator.

To meet these requirements, we propose the grid shown in Figure 10.
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FIGURE 10. A staggered grid structure for the Lagrangian equations. It differs from the grid
in Figure 8, both in that it contains displacement values U;,U; and in the relative positioning
of the nodes.

As we will see, with this grid construction, central difference operators can be used in a natural
way in both space and time, and by computing p and U in the same time step, and V at the
next, the leapfrog time integration can be used similarly as with the Eulerian equations. It
might seem strange that the velocity and displacement does not reside at the same nodes, but
there is really no need for this, as in the limit when increments go to zero, all approximations
will remain consistent with the original equations. The computational molecules for U;, V; and
p are shown in Figure 11. We now give a detailed exposition of the discretization used in solving
each of the equations in (5.15), starting with the displacement:

ouU; _v

ot ot
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FIGURE 11. Computational molecules for central difference operators on the grid in Figure 10.
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For the split-field pressure components we have
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And for the momentum equation we have

oV,
PO = —((1+0yU;)0xp—0yUidyp) (5.26)
oV
Poaitj = —((1+0xU;)0yp —0xU;0xp) (5.27)
n—l—% n—% TL+% n—%
Ot Lit1.) At Ot |41 ) At
ou; " WO — Uiy au;|" U, — O
OX l(i+3.9 AX 0X liv1) AX
ovy* U~ O,y g Ol — Uiy,
oY (i+3.9) AY oY (i+1.9) AY
Op " o Pii ~ Pt opl|" Pl TPl g
0X 1419 AX I i1 ) AY

By the same method as in (5.21) one can easily verify that all the approximations above are
second order.

Combining the above discretizations and adding sources and the PML-modification, we get a
numerical scheme that is second order both in space and time:
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A MATLAB implementation of this scheme, written to preform the numerical experiment i
Chapter 6, can be found in the appendix. The code also contains a modification of the scheme
that allows for comparison with the Eulerian equations.

Properties of the scheme

To say something about the properties of the numerical scheme proposed above is difficult. The
very essential property that the discrete equations are consistent with the continuous equations
can easily be established. But one also wants to know if the scheme is stable, and if it converges.
The scheme should be stable in the sense that numerical errors do not increase with time. That
the scheme is convergent means that the numerical solutions tends to the actual solution as
discrete increments tend to zero. Also, if conservation laws hold for the system, one should
investigate if the numerical scheme satisfies these.

In the paper describing the original method [32], a stability criterion that resembles a CFL-
condition is given, without any rigorous analysis, and this should hold for the linear Eulerian
method too. The criterion says that the method is stable if

\/Ar? + Ay? > CAt,

where Az,Ay and At are discrete increments as defined above, and C' = C} maéc(co(x)) with
TE

0<Ci<1,ie. Cisthe maximum wave propagation velocity inside the domain. This similar
to the CFL-condition for hyperbolic PDEs, and has the natural interpretation that information
should not travel more than one discrete length, or cell length, per time step [27]. Experimen-
tation with the scheme shows that C; < % hinders unwanted numerical oscillations.

It is not whitin the scope of this thesis investigate these properties further, but we can say that
from numerical experiments, the numerical scheme seems stable and produces solutions that
behaves as one would expect.
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Implementation

With the discrete scheme described above, it is convenient to represent the field quantities
Ui, U;, Vi, Vj,pi,pj and p as matrices. If a grid size (I, J) is chosen, each of the fields is represented
discretely as a matrix M € R*'*2/_ The reason for the unfortunate doubling of nodes in each
dimension of the discrete field is is due to the structure of the grid; due to the staggered grid
and the halfstep difference operators, there is no simple data structure to represent the "square
with center” node distribution of p and U, and the interleaved "diamond” node distribution of
V. However, the matrix representation of the acoustic fields makes the implementation flexible
and lucid. The scheme is also suitable for parallelisation, e.g. to be ran on GPU’s (Graphics
Processing Unit), as the computational operations are "local”; in the sense that computation
of values only rely on a small amount of the information. Hence the computation can be split
into many local, smaller computations, each preformed separately, and put back together when
finished. Due to lack of computer facilities we were not able to implement a parallel version of
the scheme.
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CHAPTER 6

Numerical experiment

The are a number of scenarios where the Lagrangian equations could give interesting results.
We choose to focus on one particular situation, pointed' out by B. A. Angelsen and O. F.
Myhre at ISB, NTNU: Scattering of ultrasound from a particle from intersecting waves with
different frequencies. When sending waves of different frequencies from orthogonal angles at a
small particle, the waves scattered from the particle are easier to observe. The experiment was
done in connection with a project by SURF Technology, mentioned in the introduction, where
one wants to use a combination of high and low frequency ultrasound waves to detect micro
calcium particles in breast tissue. If this is achieved, it is a step towards better methods for
detecting breast cancer.

We do simulations of this scenario with both the Lagrangian and Kulerian equations, and
point to how this particular example illustrate some of the differences between the Lagrangian
and Eulerian equations, and how the Lagrangian equations might be better suited to model it.

6.1. The experiment

A sketch of the experimental setup is given in Figure 1, and the data (frequencies, pressure etc.)
is provided by O. F. Myhre. We simulate the behavior of the waves in the focus area of the
intersecting ultrasound beams, where the waves roughly appear as plane waves. The particle
is placed at the center of the domain, and the waves are produced by sources as described in
Chapter 5. We continuously excite a sine wave at 177 with frequency of frr =1 MHz, and at
time t,, we excite a fir = 10 MHz sine wave in a Gaussian envelope from T5, in the direction
orthogonal to the low frequency sine wave. We record the pressure signal at T5, and denote the
recorded signal as P.

The particle is a calcium particle, and the surrounding medium is human fat. Material pa-
rameters, found in [3, 31], are given in Table 1.

Material pg (kg m™3) ko (ms®kg ™) ¢ (ms™1) A (1)
Fat 928 5.3 x10~10 1430 6.14
Calcium 1550 4.5 x10~11 3810 ~0

TABLE 1. Material parameters for fat and calcium.

We let the wavelength of the high frequency wave determine the size of the computational

1Explained in conversation. This means we do not have a report with data from the experiment, and to our
knowledge no such report exists.
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domain .
o 1430
" fur 10-106

m=143-10"% m = 143 ym (6.1)

We choose 2 to be 3000 um x 3000 um. This allows the high frequency wave to propagate for
some time, about 10 wavelengths, before it hits the particle. The particle diameter varies from
20 —300 pm, and in the MATLAB script we allow for square, triangular and circular particle
geometry. The vibration speed for the sources are

t—tm)?
vppt) = Lsin@nfrpt) and  vgp(t) = 2sin (20 fipt) exp <—(;")> : (6.2)
20 20 20
where zy = poco is the plane wave impedance, and ¢ = —5>— determines the width of the

4.3fur
Gaussian envelope on the high frequency wave, and is set to approximately three wavelengths.

po is in the pressure of the incoming wave, and we use pg = 2MPa.

3000 pm

X SOOONW‘

FIGURE 1. Sketch of the experimental setup. € is the computational domain, with the particle
at the center. The low frequency wave propagates from 77, while the high frequency wave
propagates from To. We continuously record the signal at 75, so both the outgoing and incoming
signal from the high frequency wave is recorded.

What can we expect to see from this experiment? Since the particle is stiffer and heavier than
its surroundings, and the low frequency wave exert a periodic radiation force on it, it might
start to vibrate out of phase with its surroundings, causing a rapid variation in displacement
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and density [3]. When we compare the Eulerian® and Lagrangian momentum equations,

Jo

PO& v; d,p
9 Vil_ [1+oU; —ovU; ] [axp}
poat [VJ B { —0xU; 140xU;] |Oyp]’ (6.4)

we see that such variation in displacement enters in the Lagrangian equation, through compo-
nents of the displacement gradient, but not in the Eulerian equation. If we look a plane wave
propagating in the x-direction, we should have dyp,dxU;,0yU; =~ 0, and the two equations
should yield similar behavior. But in the case of intersecting waves, the particle and material
can vibrate in the y-direction, and the terms dyU; and dxU; can become significant and effect
the wave.

In the numerical experiment we want to investigate if this has any effect and significance on
the scattered wave, and also how the scattered high frequency(HF) wave signal differs with
and without the influence of the intersecting low frequency(LF) wave. To do this, we do three
different simulations with both Lagrangian and Eulerian equations:

e HF: Only the high frequency wave, recording Pl . and P§ 1
e LF: Only the low frequency wave, recording Pi rand Pfp
e LFHF Both low and high frequency wave, recording P! oy and P§ppyp

We use the exact same LF and HF wave sources in all simulations. The LF data is used to
remove the LF signal from the LFHF signal, for better comparison with the HF signal, as
seen in Figure 2. Using the parameters and sources given above, we simulate for a period
tsim =8-1076 s, set t,, = %tsim, and choose a particle diameter of about 180 um. We use a
spatial apodization of the sources, i.e. we round off the source edges in a Gaussian fashion, to
avoid unwanted numerical oscillations.

A plot of the intersecting waves can be seen in Figure 3. Next, we compare the relative
difference in the signal for PL . and P!y, and the the relative difference in signals from
different simulations with the Lagrangian and Eulerian equations. Plots of the results from the
simulations can be seen in Figures 4-5.

2Where the Lagrangian density has been neglected.
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FIGURE 2. The recorded signal from simulations. The first plot shows the HF signal PIZLI F
alone, the second shows the LFHF signal PiFHF, and the third shows the LFHF signal when
the signal from simulations with only the LF wave have been subtracted, i.e. PiFHF — PiF.
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FIGURE 3. The high frequency wave coming in from the left, just as it hits the particle. The
intersecting LF wave travels from the top and downwards. We also see the spherical waves
from the scattering with the particle at the center.
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FIGURE 4. Plot of the relative difference in the recorded signals from the simulation with only

the HF wave and the simulation with both LF and HF waves, Pyp= (PiFHF_PiF) The first
peaks are from the outgoing wave, and the second peaks are from the scattered wave. We see
that both the outgoing and reflected wave signals clearly differ, and that the difference in the
scattered signal is larger than the outgoing signal, relative to the signal amplitudes seen Figure
2.
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FI1GURE 5. Plot comparing the relative difference in HF and LFHF signals obtained from simu-

. . . . . pl _p! pe _pe
lations with the Lagrangian and Eulerian equtions. We compare LFH;Q LE _ LFH;Q LE to

.  _ pe
PHFP%. The relative difference is about a factor ten larger for the Lagrangian simulations.

It is interesting to note that the difference in the outgoing signal is zero for P¢, but not for P
This can be explained by the variation in displacement caused by the intersecting LF waves,
since this variation is only accounted for in the Lagrangian equation.
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The results shows a small but clear difference in the received signal in the reflected wave when
the intersecting LF wave is present. Figure 4 also shows that the difference is more significant
in the Lagrangian equations than in the Eulerian equations. This indicates that the effects
from the displacement variations accounted for in the Lagrangian equations can contribute in
explaining the observations in the experiment by Angelsen and Myhre. These results can be
important. If they can help to explain how a small calcium particle better can be detected,
must be decided by others, preferably by linking experiments and simulations more closely and
using signal processing.

Summary and further work

In this thesis we have investigated the equations governing acoustic waves. We have seen how
the approximations in classical Eulerian formulation of these equations in some situations can
be inaccurate. As an alternative to the Eulerian equations, we derived the Lagrangian equa-
tions, and pointed out why these equations are more suited to model waves in heterogeneous
materials and in interaction with particles. We then investigated conservation of energy and
energy attenuation, and showed how a frequency dependent viscoelastic attenuation term can be
added to the Lagrangian equations. We continued to develop a second order numerical scheme
to solve the Lagrangian equations, and did a numerical experiment using this scheme, where we
also compared the Eulerian and Lagrangian equations.

If the work in this thesis should be taken further, it would be interesting to compare the
results in Chapter 6 with experimental data, and to use a more powerful computer or a faster
programming language, to be able to simulate larger computational domains and longer simula-
tion times. One should also think of other scenarios where the Lagrangian equations could serve
as a better model, e.g. in modeling micro bubbles or waves that interact with moving parts of
the body. The numerical method should also be further analyzed, and implemented in paral-
lel, and it would be interesting to develop a numerical scheme using a pseudospectral method
[31]. It would also be interesting to further investigate the Lagrangian equations, especially the
pressure equation (3.42).
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Appendix
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NUMERICAL SCHEME FOR A 2-D NONLINEAR WAVE EQUATION
IN LAGRANGIAN COORDINATES USING A MODIFIED
LEAPFROG-STAGGERED GRID SCHEME, AND IN EULERIAN
COORDINATES USING A REGULAR LEAPFROG-STAGGERED GRID
SCHEME.

o° o o o oP
o o o o° o
o° o o o° oe
o° o o o° oe
o o o o° o
o° o o o° oe

%grid spesification etc.

Lx=3000%x10"-6; $x—length, meters
Ly=3000%x10"-6; $y—length, meters

I=250; $x—-steps

J=250; $y—steps

dx=Lx/I; %spatial increments
dy=Ly/J;

T=2+x10"-6; $simulation time, seconds

%material parametres etc.

kappa-ambient=5.269x10"-10; $background compressibilty
rho_ambient=9.28%x10"2; $background density
beta_ambient=6.14; %$nonlinearity parameter
rho_O=rho_ambient+ones (2+J,2*1I);

kappa_-O=kappa-ambient*ones (2xJ,2%1I);
beta=beta_ambient*ones (2xJ,2%1);

% Field variables: pressure, displacement, velocity, etc.

% for both Lagrangian and Eulerian (marked pE, vE etc.) simulations
%pressure

p=zeros (2xJ,2+*1);

bxX=p;

py=p;

pE=zeros (2xJ,2*1);

PXE=p;

PYE=p;

psource=p;
$displacement
ul=zeros (2+xJ,2+*1);
uz2=zeros (2+xJ,2+*1);
$velocity
vli=zeros (2xJ,2*1);
v2=zeros (2xJ,2+*1);
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vliE=zeros (2%xJ,2*1);
v2E=zeros (2+«J,2*1);
%$boundary condition for v
yz=zeros (1l,2xI);

xz=zeros (2«J,1);

$reference grid/lagrangian coordinates
[X,Y]=meshgrid(linspace (0,Lx,2%I),linspace(0,Ly,2%J));

%$defining the heterogeniety/particle

rho_p=2.8; %$scaling factors for background density etc.
kappa_-p=0.05; %in the particle region

beta_p=0;

1x=8; %$defining the size of the particle in

1ly=8; $number of steps

Istart=ceil (I); $position of the particle

Jstart=ceil (J);

% %Square particle

rho_0 (Jstart:Jstart+ly,Istart:Istart+lx)=...
rho_pxrho_0 (Jstart:Jstart+ly, Istart:Istart+1x);

kappa-0 (IJstart:Jstart+ly, Istart:Istart+lx)=...
kappa-prkappa-0 (Jstart:Jstart+ly, Istart:Istart+1x);

beta (Jstart:Jstart+ly, Istart:Istart+lx)=...
beta_pxbeta(Jstart:Jstart+ly, Istart:Istart+1x);

%$%Circular particle

% sx=ceil(I);

% sy=ceil (J);

% r=30;

% for i=1:1

% for j=1:J

% if( sgrt((i-sx) "2 + (j-sy)~2) <10)
% rho_0(j,i)=rho_p*rho_0(j,1i);

% kappa-0(j, i)=kappa-prxkappa-0(j,i);
% end

% end

% end

%$Triangualr particle

$ H=20;

% for i=0:H

% for j=i:H

% rho_0 (Jstart—-j, Istart-i)=rho_p*rho_0 (Jstart-j, Istart-1i);

% kappa.0 (Jstart—-j, Istart—-1i)=kappa_prkappa-0 (Jstart-j, Istart-1i);
% beta (Jstart—-7j, Istart-i)=beta_pxbeta (IJstart-7j,Istart-1);

% end

% end

%time integration parameters
kappa-min=kappa-ambient+kappa-p;
CFL=.2;
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c_max=sqgrt (1/ (kappa_.minxrho_ambient)) ;
dt=min (dx, dy) *CFL/c_max;
steps=ceil (T/dt);

%$Construction of the PML

PML=

zeros (2xJ,2*1);

pml_sz=ceil (I/5);
pml_factor=10"8;
damp=pml_factor+* (linspace(0,1,pml_sz))."2;

for

end

for

end

k=pml_sz:-1:1
PML (k, k:end+1-k)=ones (1,2xI-2% (k-1))xdamp (pml_sz+1-k);
PML (k:end+1-k,k)=ones (1,2%xI-2% (k-1)) '«damp (pml_sz+1-k);

k=1l:pml_sz

PML (end-pml_sz+k,
ones (1,2+xI-2x*

PML ( (pml_sz—-k+1):
ones (1,2xI-2%*

pml_sz-k+1l): (end-pml_sz+k))=...
pml_sz-k))xdamp (k) ;
end-pml_sz+k),end-pml_sz+k)=...
pml_sz-k)) 'xdamp (k) ;

$source conditions for exciting waves, frequencies etc

LF=1%x10"6;

HF=10%x10"6;

SW=1400+10"-6; $source width
SSW=200%«10"-6; %$apodization width

sigmaHF=(1/(.3*HF))/4.3;
sigmalF=(1/(.5*LF))/4.3;
t_mLF=1/(.5%LF);
t_mHF=1/ (.5+HF) ;

p-0=

2%x1076;

z_0=(rho_ambient+*sqrt (1/ (rho_.ambient+kappa-ambient)));
%$source apodization to avoid unwanted oscillations
SA=apodization (SW, SSW, J,Ly) ;

t_mid=(1/2)*T;

for

end

i=1:J;
k(1)=2%1;

$received signal, comparison etc.
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p-rec_mean=zeros (1, steps);
pE_rec_.mean=p_rec_sum;

for n=1l:steps

)

v_sin_source_ HF=2x (p_-0/z_
*exp (- ((nxdt—t_mHF) "2) / (2%

o
°
o
)

v_sin_source_HFdelay=2x* (p-

*exp (= ((nxdt-t_mid) "2)

*exp (- ((nxdt—t_mLF) “2) /(2%
v_sin_source_contHF=2x (p_
v_sin_source_contLF=2x (p_0

o° o° oP

S
5 %

% imposing different boundary conditions/ pressure source

0)*sin (2xpi+HF* (nxdt—-t_mHF)) ...
sigmaHF"~2)) *SA;
0/z-0)*sin (2xpixHF* (n«dt-t_mHF)) . ..
/ (2xsigmaHF"2) ) »SA;

v_sin_source LF=-2% (p_0/2z_0) xsin (2+«pi*LF* (nxdt—t_mLF)) ...

sigmalF~2)) «SA;
0/z_0)+sin (2«pi*HF (n*xdt—t_mHF) ) *SA;
/z_0)*sin (2+xpi*LF* (nxdt—t_mLF) ) *SA;

psource (:,pml_sz)=-v_sin_source_HFdelay;
psource (:,pml_sz+1l)=psource(:,pml_sz);

o o
5 o

psource (end-pml_sz, :)=v_sin_source_contLF';
psource (end-pml_sz+1l, :)=psource (end-pml_sz, :);

%$Discrete operators for U

du2dy=(1/dy) * ([u2(2:end, :);
duldx=(1/dx)*([ul(:,2:end),
du2dx=(1/dx) * ([u2(:,2:end),
duldy=(1/dy) * ([ul(2:end, :);

dpdx=(1/dx)* ([p(:,2:end),p(
dpdy=(1/dy) * ([p(2:end, :) ;p(
dpEdx=(1/dx) * ([PE(:,2:end),
dpEdy=(1/dy) * ([pPE (2:end, :) ;

$Integration of vl,v2

vz]l-I[yz;u2(l:end-1,:)]);
xz]-[xz,ul(:,1:end-1)1]);
xz]-[xz,u2(:,1:end-1)1);
yvz]l-I[yz;ul(l:end-1,:)]);

:,end) ]-[p(:,1),p(:,1:end-1)1);
end, :)]-[p(l,:);p(l:end-1,:)1);
pE(:,end)]-[pE(:,1),pE(:,1l:end-1)1]);
pE(end, :)]-[pE(1l,:);pE(l:end-1,:)1);

vl=vl-(dt./rho_0) . ((1l+du2dy) .+dpdx —-duldy.=*dpdy) - (dt)*PML.x*vl;
v2=v2-(dt./rho.0) .* ((1+duldx) . *dpdy—-du2dx.+»dpdx) - (dt) *PML.*v2;

%$Linear integration, Euler
v1E=v1E- (dt./rho_0) . *dpEdx
v2E=v2E-(dt./rho_0) . »dpEdy

%$Discrete operators for p,
dvldx=(1/dx)*([v1l(:,2:end)
dv2dy=(1/dy) = ([v2(2:end, :);

equations
- (dt) *PML.*V1E;
— (dt) *PML. *xv2E;

vl, v2

,Xz]-[xz,v1(:,1l:end-1)]);

yz]-lyz;v2(l:end-1,:)]1);

dvlEdx=(1/dx)* ([Vv1E(:,2:end),xz]-[xz,V1E(:,l:end-1)1);

dv2Edy=(1/dy) * ([V2E (2:end,

:);yzl-[yz;v2E(l:end-1,:)]);

V1i=(1/4)*([vl(:,2:end),xz]+[xz,vl(:,1l:end-1)]...
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201 +[vl(2:end, :);yz]l+[yz;v1(l:end-1,:)1]);

202 V2=(1/4)*([v2(:,2:end),xz]+[xz,v2(:,1l:end-1)]...

203 +[v2(2:end, :);yzl+[yz;v2(l:end-1,:)]1);

204

205 $Integration of p, ul, u2

06 px=px—-dt*Kinv (kappa_0, beta,p) .+ (dvldx—.5 (1/dx) xpsource) — (dt) *PML. xpx;
P07 py=py-dt*Kinv (kappa_0,beta,p) .* (dv2dy—-.5* (1/dx) *psource) — (dt) *xPML. *py;
RO8  p=px+py;

209

210 pxE=pxE-dt*Kinv (kappa_0,beta, pE) . * (dvlEdx—.5% (1/dx) *psource) — (dt) *PML. xpxE;
R11 pyE=pyE-dt*Kinv (kappa-0,beta, pE) . * (dv2Edy—.5% (1/dx) *psource) — (dt) *PML. xpyE;
R12 pE=pxE+pvyE;

213

R14 ul=ul+dt*Vl1;

215 u2=u2+dt*vV2;

216

R17

P18 p-rec_mean (1,n)=mean (p((J-20) : (J+20) ,pml_sz+20));

219 pE_rec_mean (1,n)=mean (pE ((J-20) : (J+20) ,pml_sz+20));

220

p21 Splotting

22 if mod(n,20)==0

R23 x=X+ul;

224 y=Y+u2;

R25 %

226 %

R27 pcolor(x(k,k),yv(k,k),p(k,k));
228 xlabel ('meter'")

229 ylabel ('meter")

230 shading interp;

231 colormap ('bone')

R32 % plot (x(J,k),p(J,k))
233 title (strcat (num2str (nxdt), "'seconds'))
R34 h=colorbar;

235 ylabel (h, 'Pressure, Pa')
236 drawnow

237

238

239 end

240

R41 end

242

243

R44 %S$Apodization function

p45 function [ pB ] = apodization (Cw, Sw,J,Ly)

246

P47 smoothJ=ceil (2+JxSw/Ly) ;

P48 sourced=ceil (2xJ*Cw/Ly);

P49 smooth2=[.5% (l+sin(linspace (-pi/2,pi/2,smoothd))),ones (1, sourced)...
250 , .5% (1l+cos (linspace (0,pi, smoothd))) 1;

251 l=length (smooth2);

R52 pB=zeros(l,2xJ);

253 pB(l, (J-ceil (1/2)): (J+floor(1/2))-1)=smooth2"';
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258
259
260
261
262
263
264

end

%$Kinv function

function [ dK_inv ] = Kinv (kappa.-0,beta,p)
dK_inv=1./ (kappa.0 -2*beta.xkappa-0."2.*p);

end
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