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ABSTRACT

In this article, we introduce a modular hybrid analysis and modeling (HAM) approach to account for hidden physics in reduced order mod-
eling (ROM) of parameterized systems relevant to fluid dynamics. The hybrid ROM framework is based on using first principles to model
the known physics in conjunction with utilizing the data-driven machine learning tools to model the remaining residual that is hidden in
data. This framework employs proper orthogonal decomposition as a compression tool to construct orthonormal bases and a Galerkin pro-
jection (GP) as a model to build the dynamical core of the system. Our proposed methodology, hence, compensates structural or epistemic
uncertainties in models and utilizes the observed data snapshots to compute true modal coefficients spanned by these bases. The GP model
is then corrected at every time step with a data-driven rectification using a long short-term memory (LSTM) neural network architecture to
incorporate hidden physics. A Grassmann manifold approach is also adopted for interpolating basis functions to unseen parametric condi-
tions. The control parameter governing the system’s behavior is, thus, implicitly considered through true modal coefficients as input features
to the LSTM network. The effectiveness of the HAM approach is then discussed through illustrative examples that are generated synthetically
to take hidden physics into account. Our approach, thus, provides insights addressing a fundamental limitation of the physics-based models

when the governing equations are incomplete to represent underlying physical processes.

Published under license by AIP Publishing. https://doi.org/10.1063/5.0002051

I. INTRODUCTION

Advances in machine learning algorithms along with the huge
amount of data generated from high-fidelity numerical simulations,
lab experiments, and sensor data can be integrated with physical
modeling to improve the prediction of complex dynamical systems.
The physics-based approaches are interpretable, trustworthy, and
highly generalizable, implying that they can be applied to a much
wider array of problems (in the context of fluid mechanics, atmo-
spheric flows, and flow around microprocessors), provided that they
are governed by similar physics. However, they can be computa-
tionally very demanding. The machine learning algorithms, on the
other hand, can lead to models which are computationally efficient
for real-time predictions and can evolve with time as they experience
new physics. However, their blackbox nature is currently preventing
their full potential from being utilized in engineering applications.
The current paper is an effort in the direction of combining these
two approaches in the context of real-time prediction to develop

a new paradigm in modeling called the hybrid analysis and model-
ing (HAM) which combines the best of both approaches to develop
models which are generalizable, trustworthy, computationally effi-
cient, and dynamically evolving in time. Readers are directed to
Reichstein et al.' and references therein for an excellent perspec-
tive on the hybridization of physical modeling and machine learn-
ing algorithms in the context of geoscientific research. In addition,
Karpatne et al.” offer insights into the paradigm of theory-guided
data science for scientific problems involving a complex physical
phenomenon and describe several approaches for integrating phys-
ical knowledge into data-driven methods. In recent years, there has
been growing interest in using machine learning algorithms for
fluid flow modeling.” In a complementary perspective, Ref. 4 out-
lined different opportunities and challenges of using machine learn-
ing for fluid mechanics. Furthermore, as highlighted by Rasheed
et al.,” both injecting physical knowledge into machine learning
models to make them more trustworthy and generalizable (physics
for machine learning) and correcting physical models by machine
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learning to enhance their fidelity and robustness (machine learn-
ing for physics) are getting more and more attention in physical and
applied sciences.

The problems in fluid mechanics are very high-dimensional
owing to a wide range of spatial and temporal scales that have
to be resolved, which places an enormous computational burden
on numerical simulations. There is a range of techniques that aim
at constructing a reduced order model (ROM) that captures the
essential features of these flows and is also computationally orders
of magnitude faster than actual numerical simulations.” " Fur-
thermore, many physical processes are governed by parameterized
partial differential equations, and there is increased attention in
building parametric ROMs with high-fidelity over a range of param-
eters.” These ROMs are particularly essential for system identi-
fication, ! design optimization,u‘” flow control,'* '® flow sens-
ing,"” data assimilation,'”*’ and uncertainty quantification”' that
require multiple forward simulations over a large range of param-
eters. In addition, in the context of digital twins, a model that is
reliably accurate and computationally efficient is sought to allow
for real-time and informed decision making strategies.””**’ Hence,
a ROM offers a viable and promising enabler for such frameworks
as well.”*’

Proper orthogonal decomposition (POD) is one of the most
popular model reduction methods that decompose the flow field
into a set of basis functions that optimally describe the system and
select only the most energy-conserving bases to represent the sys-
tem.”® The POD was introduced to the fluid mechanics community
by Lumley’’ by showing the link between coherent structures in
turbulent flows and the spatial structures of the POD modes. Dif-
ferent variants of POD have been introduced such as spectral POD**
that enables the separation of a phenomenon that occurs at multi-
ple frequencies and multiscale POD’ that extracts the optimal basis
from each scale. Dynamic mode decomposition (DMD) ¥ is another
model reduction method designed to decompose time-resolved data
into modes, each one of which corresponds to a single charac-
teristic frequency and growth rate. Since its introduction, many
versions of the DMD approach have been introduced to enhance
its robustness by analyzing the spectral properties of the Koop-
man operator and effectively de-biasing the resulting modes.’"””
Another dimensionality reduction method is an autoencoder,”
which can be considered as a nonlinear generalization of the POD.™
Autoencoders have been successfully applied for lid-driven cav-
ity flow,”” advection-dominated flows,” and viscous flow around a
cylinder.”

The POD is complemented by a Galerkin projection (GP) in
which the dynamics of the system are modeled.* "’ However, GP
models often suffer from instability, and several successful closures
have been proposed to model the effect of truncated modes.”’ ** In
a recent study, it is also shown that a numerically stable and accu-
rate ROM can be constructed using a Petrov-Galerkin projection
framework.”” We highlight that the GP framework is based on the
physical model of the system and requires complete information
about equations governing the system’s dynamics. In many pro-
cesses, there might be a discrepancy between the physical model and
the observed data. This discrepancy arises due to approximations to
complex physical processes, the requirement of parameterizations in
physical models, imperfect knowledge about source terms, observa-
tional errors, etc. For example, the only information available for
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many geophysical flows might be the dynamical core represented
by the vorticity transport equation. We might not have any prior
accurate information about the hidden physics such as wind forcing,
bottom friction, rotation, stratification, radiation, or other parame-
terizations.”” However, the observed data for such systems will have
the correct external forces embedded in it. The observed data can be
utilized in a hybrid fashion to build accurate and robust ROMs for
these systems.

Recently, there has been a significant effort to use machine
learning algorithms to develop nonintrusive ROMs that do not
require any information about the full order model (FOM) and
solely rely on the data.” ** Guo and Hesthaven’ proposed a com-
bination of the reduced basis method and Gaussian process regres-
sion along with an active data selection algorithm for parameterized
nonlinear structural analysis. Li et al.”® utilized the LSTM neural net-
work for constructing parametric unsteady aerodynamic ROM:s for
aeroelastic applications. Maulik et al.”” presented a data-driven para-
metric ROM framework for advection-dominated systems with con-
volutional autoencoders for dimensionality reduction and recurrent
neural networks for modeling the latent space dynamics.

Machine learning algorithms have also been utilized in iden-
tifying and extracting patterns from the observational data that
can help us in the understanding of the physical phenomena
and discovering the equations governing these phenomena.’® *’
Raissi and Karniadakis”* proposed a data-efficient learning algo-
rithm to discover underlying physical laws from sparse data using
neural networks. Along a similar line, machine learning algo-
rithms can be used to extract patterns from the observed data
that are not included in a physical model and will allow us to
improve the physical model.”” Kou and Zhang™ developed a mul-
tifidelity aerodynamic ROM framework based on data fusion with
machine learning employed for learning the correction from the
low-fidelity model to the high-fidelity model. In this study, instead
of employing a purely data-driven method, we develop an algo-
rithm that blends the physical knowledge with a machine learn-
ing approach for modeling parameterized systems with hidden
physics.

The goal of the present study is to build a modular ROM for
any parametrized process that can be defined by

%(X, tv,y) = En(x tswv) + (X, 5w v, p), M

where u is the prognostic variable, F,, is the physics-based model
(i.e., dynamical core) governing the known process, and II includes
the external empirical parameterizations and unknown physics.
Here, v and y refer to the control parameters that are relevant to
the dynamical core and the hidden physics, respectively. The source
term IT is usually unknown and can be learned using machine learn-
ing methods from the observed data. However, machine learning
methods and, in particular, deep learning models lack interpretabil-
ity and generalizability, and, hence, are prone to produce physi-
cally inconsistent results. Hence, there is active research going on to
incorporate the physical knowledge into machine learning methods
to make them physically consistent, such as loss regularization based
on physical laws,”*" designing novel neural network architectures
to embed certain physical properties,”””’ building hybrid models
to correct the imperfect knowledge in physical models,"”" " and
training neural networks guided by the physics.”” How should we
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inject physics and domain knowledge into machine learning mod-
els? When and how might machine learning be a complementary
approach for generating more robust surrogate models? These are
open research questions that we tackle, and the present study offers
a glimpse into addressing these issues and pertains to introduc-
ing an effective hybrid modeling approach toward more accurate
real-time predictions of fluid flows under epistemic or structural
uncertainties.

The motivation behind this work is to synthesize a physics-
based approach along with machine learning to model the hidden
physics in parameterized ROMs. The paper is structured as follows:
We introduce the main philosophy of the hybrid analysis and mod-
eling (HAM) approach in Sec. II. We then discuss a specific for-
mulation of the HAM framework in Sec. 111 for developing reduced
order models for parameterized systems. The numerical results for
the one-dimensional Burgers equation and two-dimensional vor-
ticity transport equation with the HAM framework are detailed in
Sec. IV. Finally, Sec. V will present conclusions and ideas for the
future work.

Il. HYBRID ANALYSIS AND MODELING
(HAM) FRAMEWORK

In the context of upcoming technologies such as digital twin,”
the role of cybernetics is to steer the system toward an optimal set-
point. In order to do so, the output of the system is continuously
monitored and compared against a reference. The difference, called
the error signal, is applied as feedback to the controller, which gen-
erates a system input to bring the output set-point closer to the
reference. With the availability of more and more sensors and com-
munication technologies, an increasingly larger volume of data (in
fact big data) is being made available in real-time. The challenge is
then to develop a better understanding of the big data before it can
be used for control purposes.

Most of these modeling approaches lie in either of the two cat-
egories: physics-based modeling or data-driven modeling. Recently,
a third approach to modeling which is a combination of the two is
fast emerging. However, there remains a lack of formal definition
and terminology for the approach. In a nutshell, our hybrid model-
ing philosophy attempts to combine physics-based models with the
versatility of data-driven approaches. Specifically, we define hybrid
analysis and modeling (HAM) as a modeling approach that com-
bines the interpretability, robust foundation, and understanding of
a physics-based approach with the accuracy, efficiency, and auto-
matic pattern-identification capabilities of advanced data-driven
machine learning and artificial intelligence algorithms. This concept
offers many new perspectives to our rapidly digitized society and its
seamless interactions with many different fields.

Here, we pretend that some partially known physics govern the
process of the vortex merging problem. The behavior of the vortices
can be captured using RADAR or LIDAR. Using our partial under-
standing of the behavior of the vortices, we might utilize a first set
of equations that govern vorticity transport processes. Since we do
not have a good understanding of the effect of humidity and tem-
perature on the evolution of these vortices, we simply claim that
this unknown physics is captured by the term II. At this stage to
explain the vortex behavior, we solve these equations without IT. At
this first iteration, the model is a pure physics-based model. It is

scitation.org/journal/phf

generalizable because we have not tuned it with any case-specific
data. However, the numerical solution of these equations can be
computationally expensive. To address the problem of computa-
tional efficiency, proper orthogonal decomposition (POD) can be
applied to the observed data to capture case-specific basis functions.
Using these basis functions, the partial governing equations from the
first stage are projected onto a reduced dimensional space to develop
a system of ordinary differential equations which are relatively inex-
pensive to solve. This projection is commonly referred to as the
Galerkin projection. However, at this stage, the unexplained term
II from the previous stage still remains unaccounted for. It only gets
projected to a lower dimensional space. At the last stage and only
as the last resort, we utilize a blackbox machine learning algorithm,
e.g., long short-term memory (LSTM) neural network approach, to
model this term. It is to be noted that if the LSTM misbehaves, then
the mass and momentum conservation represented by the equations
will be violated, and we can include this as a way to keep sanity check
on the blackbox part of the workflow. Finally, we can also utilize
a symbolic regression” approach to explicitly learn the functional
form of II. Once the functional form is in place, we go and update
the previous version of the model we started with. Hence, this way
of running HAM will always be more generalizable, trustworthy,
dynamically evolving, and computationally efficient.

The current paper is an attempt in this direction to not only for-
malize the definition of HAM but also to give directions on how this
kind of modeling can be done. To this end, in Sec. III, we present
a potential application area where hybrid modeling is supposed to
make severe impacts. Here, we devise a hybrid reduced order model
based on the Galerkin projection and machine learning correction
(LSTM-based). The Galerkin projection model founded on POD
modes is constructed to capture the core of the flow physics while
machine learning is used to uncover the hidden physics. The accu-
racy of the model is demonstrated for a shock formation (Burgers
equation) and vortex merging problem with forcing (2D incom-
pressible flow). However, in the current demonstration, we con-
sider a single family of solutions representing IT in Eq. (1) for
quick prototyping. As a starting point, we set it up so that we can
train on one set of II and then test on a structurally similar set
of II. However, by expanding the training set, including a wide
range of possible physical processes, we might arguably agree that
the proposed framework can be utilized in an effective manner
for a variety of physical processes relevant to fluid dynamics and
turbulence.

I1l. HAM FOR PARAMETERIZED SYSTEMS
IN LOW DIMENSIONS

To construct a set of orthonormal POD basis functions, we
collect the data snapshots, uj,uz,...,uy € R™, at different time
instants. We form the matrix A € R”*Y, whose columns are the snap-
shots u,, and then perform the singular value decomposition (SVD)
of the matrix,

N
A=WV’ =Y qwv, 2)

k=1
where W is an m x N matrix with orthonormal columns wy, V is an
N x N matrix with orthonormal columns vy, and £ is an N x N
matrix with non-negative diagonal entries, called singular values,
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TABLE 1. Galerkin projection operators for two prototypical examples, where ¢} refers to the kth basis function of field u
in the Burgers equation. Similarly, in the vorticity transport equation, ¢;’ and ¢Z’ refer to basis functions of the vorticity and

streamfunction, respectively.

Example Lik My
2 U Ot
Burgers equation < é %, ¢Z) < - ¢ B_fi’ i >

2

260 §Pg? © O¢! © 0¢!
Vorticity transport equation (i(@ 4 + o9 ),(/)f) ( - (%ﬁ - %ﬁ), f)

Re

ox* Oy

arranged such that gy > 9 > - > oy > 0. The vectors wy are the POD
modes that we denote as ¢ in this text, and ® = {¢; }, is the set of

equations are obtained by applying projection to our physical sys-
tem [i.e., using the linear superposition given by Eq. (3) in Eq. (1)

and applying the inner product of the resulting equation with the
basis functions ¢ that are orthonormal to each other]. The resulting
system of equations is given below,

POD basis functions for any values of R < N.° The representation of
the approximated field using the POD modes is as follows:

R
u(x,ty) = Y ar(tn) di(x), ®3) day & R R )
= o - 2 lwait 2 Maiai+ - G )
) . . i=1 i=1 j=1 —
where a; "’ are the time dependent modal coefficients and R refers Hidden physics
to the number of modes retained in our model. The GP model Physics-based model G(a;)
Observed data Bases computation LSTM training
Compute the POD bases set ®; for different Cell ;:’_I) hﬁ(n) h;:”'l)
arameters v; using SVD
P 1 ! £ 1 ! output Q Q O
1 1 1
u 15}
ERER @ SRS @) S
- i=1 i=2 i=3 i=4 U]
» . . »
True projection E ------------
Compute modal coefficients a through projection tﬁ
and calculate the correction term C to account for:
hidden physics
a” = U, 1), i) n=1,., N Input (n-1) (n) (n+1)
s for o o a
Collect data snapshot u(x, 1), ..., u(X, n) D = g [a}c") +ArY ﬁqG(a’(c"’ﬂ))] cach i
from the full order simulation with P = 4 =0
Grassmann manifold interpolation Modal coefficients prediction Field reconstruction
. @ Test
n=2 Ip-1 In Tnt1 parameter
AR e © ¢« B
a®| || e
N L] L] L] . . 0
P :
L 1N
»
ar e [ . Cr
Recursive prediction of modal coefficients a for
the test parameter using the Galerkin model and
LSTM predicted correction at every time ste; .
Compute the POD basis set ®; for the test P s 24 P Beconstmct the field P(x, t,) using the Grassn}ann
parameter v; using POD basis set computed for 2 = g A’Z 5.G ( a(n—q)) 4+ C+D interpolated POD basis st ®; and HAM predicted
training parameters v;, i = 1, ..., P k k 4 T\ "k k modal coefficients at the test condition v,
» 5o =

1)

FIG. 1. Hybrid analysis and modeling (HAM) framework for model order reduction. Top and bottom rows refer to offline and online stages, respectively.
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FIG. 2. Square of singular values of the

= 1074 oy 10" 4 snapshot data matrix A (equivalent to

B > eigenvalues of AAT or ATA) for differ-

10774 10774 ent Re training datasets obtained by the

10-15 . 107 . ‘ one-dimensional Burgers equation (left)

10° 10! 102 10° 10! and the two-dimensional vorticity trans-

k k port equation with y = 0.1 (right).
—eo— Re = 200 —o— Re =400 —o— Re = 600 —e— Re =800

where £ and 91 are the linear and nonlinear operators of the study are presented in Table I. The angle-parentheses in Table I
physical system, and C is the part of the system for which refer to the Euclidean inner product defined as (x,y) = XTy
the physical model is not available. The linear and nonlinear = Y” xiyi. In a discrete sense, the update formula can be

operators for the two prototypical examples investigated in this written as

— True ---- GP —-—  Hybrid

FIG. 3. Temporal evolution of modal coefficients for the Burgers equation at Re = 500 (left), Re = 1000 (middle), and Re = 1500 (right).
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S
al"™ = a( 4 At By[G(alP) + CID], 5)
q=0

where s and f8; depend upon the numerical scheme used for the
time integration. We use the third-order Adams-Bashforth (AB3)
method in this study for which s = 2, o = 23/12, 1 = -16/12, and 3,
= 5/12. The physics-based GP model at any time ¢, is

My _ S e 20 4 S S g () g0
G(a,") = Z;Sikai + 21: lemijk“i a”. (6)
i= i=1 j=
In our HAM approach, since we attempt to learn the hidden physics
part C by using a supervised data-driven approach, Eq. (5) can be
rewritten as

N
a,E”“) = a,E”) + At ZﬁqG(aIE"_q)) + C,E"“), (7)
q=0

where we set apart Cy from the time integrator and represent hid-
den physics by Ci in the discrete form given by Eq. (7). We can
generate a training set from the true projection of observed data
onto POD basis. These true projection modal coefficients encompass

1.0 00

scitation.org/journal/phf

both the dynamical core of the system and hidden physics. The true
projection modal coefficients are computed as below,

o = (u(x,ta). 90)- ®)
Using Egs. (7) and (8), we can recover the hidden physics as below,

clm ) = () | o +Atz;)ﬁqc(a£"“1)) : )
e

We can use any of the suitable supervised machine learning
algorithms to learn this correction term Cy. In this study, we employ
a long short-term memory (LSTM) neural network algorithm to
learn the mapping from true modal coefficients to the correction
term (e.g., {ot1,...,ar} € RR - {Ci,...,Cr} € RRY). At this point,
we highlight that the mapping architecture can be constructed in
various forms depending on the problem. Since we test our pro-
posed approach against unseen conditions, we include the under-
lying control parameters in our training (i.e., {v,a1,...,ar} € R+
- {C1,...,Cr} € R, where v is the control parameter parame-
terizing the system’s behavior, e.g., Reynolds number). The LSTM
network is particularly suitable for time-series data as it considers

1.0 00

FIG. 4. Space-time solution field for the Burgers equation for an interpolatory test condition at Re = 500 (top), and extrapolatory test conditions at Re = 1000 (middle) and Re

= 1500 (bottom).
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the effect of the past state of the system in the future prediction
of the state of the system. Other architectures might benefit from
including the time index into the input layer.” Because of its built-in
memory embedding capability, the LSTM network has been used in
many nonintrusive ROM studies.”””””* The AB3 multi-step scheme
requires three previous time steps to perform temporal integration
for the forward model. Thus, we use a lookback of three steps in
the LSTM architecture to be consistent with the time integration
of the GP model (e.g., see the work of Rahman et al.*® for further
details). During the deployment, we start with an initial condition
and then at every time step, the correction is added to the GP model
G(ay), and we recursively proceed with this process. We would like
to note here that the GP model and the correction model are tightly
coupled in this dynamic framework. Therefore, it is possible to
have stability problems either because of the incompleteness of the
Galerkin projection or the incorrect input from the LSTM network.

ARTICLE scitation.org/journal/phf

However, in our numerical experiments, the stability issues were
not encountered due to the accurate prediction of the correction
term at every time step. Additionally, the stability issues’” due to
the truncation of modes were not faced as the number of retained
modes capture more than 99.9% energy in our numerical experi-
ments. The parameter governing the behavior of the physical system
is taken implicitly into account through a physics-based GP model,
and explicitly using the control parameter as an input feature to the
LSTM network. This augments the learning process to improve the
generalizability of the model.

During training, we compute the POD basis sets ® = [¢1, ¢2,
..., ¢r] for different parameters governing the physical system. We
utilize the Grassmann manifold interpolation approach®*' to com-
pute the POD basis set for the unseen test parameter from a set of
available POD basis functions constructed in the offline phase. The
Grassman manifold interpolation consists of choosing a reference

—30

—30

— True

---- GP  —— Hybrid

FIG. 5. Temporal evolution of vorticity modal coefficients for the vortex-merger problem at Re = 500 (left), Re = 1000 (middle), and Re = 1500 (right) with y = 0.01.
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point Sy, corresponding to the basis set ®p, and then mapping each
point S; to a matrix I'; which represents a point on the tangent space
at o using the logarithmic map logg ,

(@ - P®L D) (T D) ! = Uz VT, (10)

I; = Ustan ' (Z) VY. (11)

The matrix I'; corresponding to the test parameter v; is obtained by
the Lagrange interpolation of the matrices I'; corresponding to v;, i
=12,..,P,

P& ve—v
r- 3| 1222 |, (12
=1 j=1 ViT Vi
i

scitation.org/journal/phf

where P refers to the number of the control parameters for offline
simulations (e.g., P = 4 in our numerical examples). The POD basis
set @; corresponding to the test parameter v; is computed using the
exponential mapping as follows:

I = UV, (13)
@, = [®gVicos(Z:) + Ussin(Z) V7. (14)

We note that trigonometric functions apply only to diagonal ele-
ments. The main blocks of the hybrid analysis and modeling (HAM)
framework are shown in Fig. 1. In our numerical experiments, we
use two hidden layers with 80 cells for both Burgers and vorticity
transport equations to train the LSTM network. Our experiments
with different sets of hyperparameters show that the LSTM network
is not highly sensitive to hyperparameters.

—0.15 0.00 0.15 0.30 0.45 0.60 0.75 0.90

FIG. 6. Vorticity field at time ¢ = 20 for the vortex-merger problem testing an interpolatory condition at Re = 500 (top), and extrapolatory conditions at Re = 1000 (middle) and
Re = 1500 (bottom) with y = 0.01.
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IV. NUMERICAL EXPERIMENTS
A. One-dimensional Burgers equation

We test the performance of the HAM framework for the one-
dimensional Burgers equation, which is a prototypical example for
nonlinear advection—-diffusion problems. The Burgers equation can
be written as

ot dx  Re Ox?

and accepts an analytical solution in the form of

+II, x€[0,1], te[0,1.5] (15)

X

u(x,t) = al , (16)

1+, /%exp(Reﬁ)

ARTICLE scitation.org/journal/phf

when the hidden physics part is set to IT= 0. Here, t; = exp(Re/8) and
Re is the Reynolds number that parameterizes the Burgers equation.
We add 30% perturbation to this canonical solution to represent
the hidden physics with an unknown source term. Therefore, our
snapshots read from

x
u(x,t) =13 bl , (17)
144/ %exp(Reﬁ)

and we note that IT # 0. In our HAM approach, we model this
part IT with a data-driven machine learning model. We generate the
data snapshots using the analytical solutions given by Eq. (17) for
Re =200, 400, 600, 800] and evaluate the performance of the HAM
framework for Re = 500, 1000, and 1500. The reference point in the
Grassmann manifold interpolation is set to Re = 400 for testing at

100 1
50 1

100 A

50 1

— True

---- GP  —— Hybrid

FIG. 7. Temporal evolution of vorticity modal coefficients for the vortex-merger problem at Re = 500 (left), Re = 1000 (middle), and Re = 1500 (right) with y = 0.1.
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Re =500, and Re = 800 for testing at Re = 1000 and 1500. The per-
formance of the HAM framework for these test Reynolds numbers
can inform us about its interpolatory and extrapolatory prediction
capability.

We use R = 24 modes in our ROM to represent the Burgers
equation, which captures more than 99.99% energy at all Reynolds
numbers. The eigenvalues of the Burgers equation for different
Reynolds numbers included in training are shown in Fig. 2. From
Fig. 3, we observe that in the presence of the source term, the GP is
not able to predict the same trajectory as the true projection even
with 24 modes (we show only the first eight modes in all plots).
The HAM framework adds the correction due to the source term

scitation.org/journal/phf

at every time step and follows the trajectory similar to the true
projection modal coefficients as shown in Fig. 3 for the interpolatory
Reynolds number Re = 500. We note that the HAM framework aims
at modeling not only the closure term (due to truncation of higher
modes) but also hidden physics. The prediction of modal coefficients
is very accurate at Re = 1000, which is slightly extrapolated from the
training Reynolds number regime. We see some discrepancy in true
and hybrid modal coefficients for Re = 1500, which can be attributed
to the limited extrapolation capability of data-driven methods as
demonstrated for turbulent isotropic flows.”” This discrepancy can
also be a result of disparity between true basis and interpolated basis
functions, which can be minimized by incorporating a richer offline

GP

o

o

-1.6 —-1.2 -0.8 —-04

0.0 0.4 0.8 1.2 1.6

FIG. 8. Vorticity field at time ¢ = 20 for the vortex-merger problem testing an interpolatory condition at Re = 500 (top), and extrapolatory conditions at Re = 1000 (middle) and

Re = 1500 (bottom) with y = 0.1.
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dataset. Figure 4 shows the time evolution of the solution field from ¢
= [0, 1.5] for FOM and the reconstructed solution field with true, GP,
and hybrid modal coefficients. The HAM framework can produce
the solution field similar to the true projection for all test Reynolds
numbers, i.e., Re = 500, 1000, and 1500.

B. Two-dimensional vorticity transport equation

After a successful demonstration of the HAM framework
for the Burgers equation, we test the HAM framework for two-
dimensional vorticity transport equation applied to the vortex-
merger problem. This problem is a prototypical example used
to study the merging of two co-rotating vortices. Initially, two
vortices of the same sign are separated by some distance and
end up as a single nearly axisymmetric vortex after some time.
The two-dimensional vorticity transport equation in vorticity-
streamfunction formulation can be written as

do Oydw Oywow 1 (0w 0w
Rt s g e e it 18
ar " dy Ox Ox Oy Re(ax2 " oy? i (18)
Iy Oy
@ + 67}/2 = —-w, (19)

where w is the vorticity defined as w = V x u, u = [1,v] " is the velocity
vector, and y is the streamfunction. We start from an initial vorticity
field of two Gaussian-distributed vortices,

@(x,9,0) = exp(-n[ (x - x1)* + (y - »1)°])
+exp (-n[(x-x2)* + (y-12)*]), (20)

FOM

True

scitation.org/journal/phf

where their centers are initially located at (x1, y1) = (37/4, ) and
(x2, y2) = (571/4, m). We add a perturbation field (i.e., referring to
hidden physics) by utilizing an arbitrary array of decaying Taylor-
Green vortices as the source term, which is given below,

IT = —F(t)cos(3x)cos(3y), (21)

where F(t) = y e 'R¢ We use the computational domain (x, y) € [0,
27] with periodic boundary conditions. We generate data snapshots
for Re = [200, 400, 600, 800] with 256 spatial grids and a time step
of 0.01 from time t = 0 to t = 20. We test the HAM framework for
out-of-sample conditions at Re = 500 (interpolatory), Re = 1000 and
Re = 1500 (extrapolatory). The Grassmann manifold interpolation
utilizes the reference dataset from Re = 400 for testing at Re = 500,
and Re = 800 is chosen as the reference for testing at Re = 1000 and
Re = 1500.

We use eight modes in our ROM for the vorticity transport
equation and these eight modes capture more than 99.95% energy
for all Reynolds numbers included in the training. Figure 2 shows the
eigenvalues for 2D vorticity transport equation. We use two differ-
ent amplitudes for Taylor-Green vortices (i.e., y = 0.01 and y = 0.1)
to demonstrate the effectiveness of the HAM framework in mod-
eling different magnitudes of hidden physics. First, we present the
results for the case of y = 0.01 that represents a comparatively easier
setting due to its small magnitude compared to the actual vorticity
field. Figure 5 shows the trajectories of the vorticity modal coeffi-
cients obtained by the true projection, GP, and HAM framework for
y =0.01. The GP deviates from the true projection modal coefficients
due to the presence of a source term that is not embedded in the

GP Hybrid

“ 0.6 0.75

FIG. 9. Three-dimensional vorticity field at time ¢ = 20 for the vortex-merger problem testing at Re = 1000 with y = 0.01 (top) and y = 0.1 (bottom).
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GP model. The HAM framework can accurately predict the effect
of the source term through the LSTM network at every time step,
and we observe that the hybrid modal coefficients follow almost the
same trajectory as true modal coefficients. We note a small discrep-
ancy between true and hybrid modal coefficients, especially for later
modes (i.e., as, a7 and ag) for Re = 1500. Figure 6 displays the vor-
ticity field at the final time t = 20 for FOM and the reconstructed
field using true, GP, and hybrid modal coefficients. The GP fails to
capture the correct orientation of two counter-rotating vortices at
the final time for all test Reynolds numbers. The HAM framework
predicts the correct orientation of vortices with sufficient accuracy
in comparison to the FOM vorticity field.

Next, we present the results of our numerical experiments with
y=0.1. Figure 7 shows the vorticity modal coefficient trajectories for

ARTICLE scitation.org/journal/phf

y = 0.1 at all three test Reynolds numbers. The GP modal coefficients
deviate significantly from true projection modal coefficients as they
do not incorporate any information about the hidden physics, and
for this test case, the major contribution comes from the unknown
source term. The HAM framework, on the other hand, can produce
accurate dynamics for both Re = 500 and 1000 with little devia-
tion near the final time for a few modes. The deviation in true and
hybrid modal coefficients is more at the Re = 1500 test case, which
is far from the training Reynolds number regime. Figure 8 shows
the vorticity field at t = 20, and it can be noted that the HAM
framework predicts the vorticity field with sufficient accuracy for all
Reynolds numbers. To demonstrate the difference in magnitude of
source terms, we plot a three-dimensional view of the vorticity field
at Re = 1000 for y = 0.01 and y = 0.1 in Fig. 9. The magnitude of

as(t)

a4(t)

ag(t)

aq(t)

ag(t)

—— True

10 15 20

t
---- GP  —— Hybrid

FIG. 10. Temporal evolution of vorticity modal coefficients for the vortex-merger problem for Re = 1000 with y = 0.03 (left), y = 0.06 (middle), and y = 0.1 (right). The model

is trained for y = 0.01, 0.02, 0.04, 0.05, 0.07, 0.08, and 0.09.
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decaying Taylor-Green vortices is very small compared to two
Gaussian-distributed vortices for y = 0.01. In the case of y = 0.1,
the magnitude of Taylor-Green vortices is of the same order of
magnitude or even more compared to two Gaussian-distributed
vortices. This illustrates the advantage of the hybrid framework to
model physical systems where the major contribution comes from
an unknown source term.

In the previous set of numerical experiments, we looked at the
Reynolds number as the control parameter for the vorticity trans-
port equation. We consider the strength of the source term, i.e., y as
the control parameter in the next set of numerical experiments. We
keep the Reynolds number constant at Re = 1000, train the LSTM
network with different magnitudes of the source term (i.e., y = 0.01,
0.02, 0.04, 0.05, 0.07, 0.08, 0.09), and test the hybrid framework for
y = 0.03, 0.06, and 0.10. Figure 10 shows the evolution of vorticity

FOM True

scitation.org/journal/phf

modal coefficients for different test source terms. We obtain an accu-
rate prediction of modal coefficients for y = 0.03 and y = 0.06, which
lie in the interpolatory regime of training source terms. It can also
be observed that the pattern of vorticity modal coefficients is dif-
ferent at y = 0.1 compared to source terms of other magnitudes,
suggesting a slight discrepancy between true and interpolated basis
functions. Figure 11 displays a three-dimensional view of the vor-
ticity field for FOM and compares with the reconstructed vorticity
fields using true, GP, and hybrid modal coefficients. The hybrid
framework can predict the accurate vorticity field at y = 0.03 and
y = 0.06. We observe a larger deviation of the vorticity field from
FOM at y = 0.1 in the region where the Gaussian-distributed vor-
tices are generated as an initial condition. This discrepancy is due
to both inaccuracy in the interpolation of basis functions and modal
coefficients.

GP Hybrid
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0.0
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FIG. 11. Vorticity field at time ¢ = 20 for the vortex-merger problem for Re = 1000 with y = 0.03 (top), y = 0.06 (middle), and y = 0.1 (bottom). The model is trained for y

=0.01, 0.02, 0.04, 0.05, 0.07, 0.08, and 0.09.
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—— True

---- GP  —— Hybrid

FIG. 12. Temporal evolution of vorticity modal coefficients for the vortex-merger problem for Re = 1000 with o = 0.01.

In another example of the vorticity transport equation, we
can consider a hypothetical case where a possible friction process
occurs in large scale ocean basins. For example, a linear forcing term
might represent the hidden physics in our model, which should be
modeled as

II = ow, (22)

where ¢ is the Ekman bottom layer friction coefficient. The param-
eter o is set using the Stommel scale, and it accounts for larger scale
damping in quasigeostrophic ocean models.””*" If the friction term
is missing in the physical model, the GP model would use only
the vorticity transport equation to model the dynamics of the pro-
cess. On the other hand, the hybrid framework is able to learn the
missing physics from the data. The motivation behind this exam-
ple is to demonstrate the advantage of the hybrid framework in

FOM True

recovering missing physics from the data itself to augment the
physical model.

First, we test the hybrid framework with a smaller magnitude
of friction, o = 0.01, at Re = 1000. Figure 12 shows the time evo-
lution of vorticity modal coefficients for ¢ = 0.01. The GP model
predicts modal coefficients that have the same magnitude as the true
modal coefficients. The trajectory of GP modal coefficients starts
deviating from true modal coefficients after ¢ ~ 10. The hybrid
framework predicts the same trajectory as the true modal coeffi-
cients. Figure 13 compares the vorticity fields reconstructed using
true, GP, and hybrid modal coefficients with FOM. The GP is not
able to produce the vorticity field with correct magnitude and ori-
entation as the true projection. The hybrid framework, however,
calculates the vorticity field with the same level of accuracy as the
true projection. Next, we analyze the hybrid framework with a larger

GP HAM-Dynamic
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0.00

FIG. 13. Vorticity field at time t = 20 for the vortex-merger problem for Re = 1000 with o = 0.01.
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FIG. 14. Temporal evolution of vorticity modal coefficients for the vortex-merger problem for Re = 1000 with o = 0.1.

FOM True

GP HAM-Dynamic

FIG. 15. Vorticity field at time ¢ = 20 for the vortex-merger problem for Re = 1000 with o = 0.1.

magnitude of friction, o = 0.1, using the same Reynolds number.
Figure 14 displays the evolution of vorticity modal coefficients for
0 = 0.1. We can see a large variation in true and GP modal coeffi-
cients due to the large magnitude of the friction that is not modeled
by the GP. The hybrid framework accurately predicts the vortic-
ity modal coefficients even for a large magnitude of the friction.
Figure 15 shows the vorticity field for FOM and reconstructed vor-
ticity fields using true, GP, and hybrid modal coefficients. The mag-
nitude of the vorticity field predicted by the GP is very small com-
pared to the true projection as the large magnitude of hidden physics
is not accounted for in the GP. The hybrid framework predicts the
vorticity field with a sufficient level of accuracy as the FOM. Our
findings from numerical experiments suggest that the hybrid frame-
work can be looked into in two ways. The first way to look at the
hybrid framework is as a corrector to the physical model using
data-driven methods. The other way is as a means to incorporate

physics into nonintrusive ROMs to make them more interpretable
and generalizable.

V. DISCUSSION AND CONCLUSION

A hybrid ROM framework is presented for parameterized sys-
tems with hidden physics that uses a GP model to compute modal
coefficients and a LSTM neural network to predict the unknown
physics. The parameter governing the physical system is directly
embedded in the GP model and the effect on the unknown physics is
considered implicitly. The control parameter governing the physical
system’s behavior is also taken explicitly into account by including
it as an input feature to the LSTM network. This type of training
is found to augment the learning process making the model more
generalizable.
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The accuracy of the HAM framework in predicting modal coef-
ficients and reconstructed field is illustrated for two prototypical
examples: Burgers and vorticity transport equations. We examine
the Burgers equation with 30% perturbation as an unknown source
term. The vorticity transport equation is tested using two types of
perturbation as the hidden physics, one in with decaying Taylor-
Green vortices and the other in the form of linear forcing friction
referring to the unknown source term. In both cases, the prediction
for the interpolatory parameter by the HAM framework is shown to
be considerably more accurate than only a physics-based GP model
that cannot model the hidden physics. The evaluation of the HAM
framework for the extrapolatory parameter also shows great agree-
ment with the true projection and yields a result superior to the GP
model. The HAM framework is found to be robust even when the
magnitude of the unknown source term is almost the same or even
larger than that of the physical model for both interpolatory and
extrapolatory predictions.

The numerical experiments with large magnitudes of hidden
physics demonstrate the effectiveness of the HAM framework for
processes where there is a considerable difference between the phys-
ical model and the observed data. The HAM approach can also be
interpreted as a way to inject physics or include physical models into
the data-driven nonintrusive ROMs. The input features to the LSTM
network in our framework are based on the GP model and, hence,
the proposed approach can also be considered as a physics-informed
approach rather than relying only on machine learning algorithm
prediction.

The analysis of numerical experiments with two examples sug-
gests that the hybrid modeling approaches have the potential to
model a multiphysics system where there is a deviation in the physi-
cal model and the observed data. In the current study, we present the
robustness of our approach using synthetic datasets generated either
from an analytical solution or numerical simulation. Our approach
can also be viewed as a data assimilation technique on a reduced
dimensional space, which is a topic we intend to exploit further.
The performance of the HAM framework in the presence of mul-
tiple source terms, noisy and realistic observed data, and complex
turbulent flows will be investigated as a part of future studies. The
ROMs can also be constructed for quasilimit cycle problems such
as deferentially heated cavity” or flow past a cylinder’® where the
dynamics is to be predicted beyond the training time window. In our
future studies, we will test our hybrid framework for quasilimit cycle
problems and assess its predictive performance for those settings.

To sum up, in our study, we convey a hybrid modeling philos-
ophy, arguing that one should always rely on the domain knowl-
edge developed over decades of hard and diligent work to begin
with and only switch to the blackbox pure data-driven model-
ing approach as a last resort. This philosophy is presented in our
HAM approach for reduced order modeling of fluid flow prob-
lems involving known and unknown physics. In such a situation,
the last step of blackbox modeling will not only account for the
unknown physics but also for the errors resulting from the basic
assumptions made to begin with. In fact, this is a powerful aspect
of the approach we follow and demonstrate in the present study.
In this regard, our hybrid methodology provides a way of catering
to industrial needs in fluid dynamics through the generalizability,
trustworthiness, computational efficiency, and dynamic adaptation
of the models.
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