ABSTRACT

HERMAN, ELIZABETH ASHLEY. Design of Inverse Problems and Surrogate Modeling in
Complex Physical Systems. (Under the direction of Alen Alexanderian and Arvind Krishna
Saibaba.)

Continuous advances in mathematical modeling have allowed mathematicians and compu-
tational scientists to successfully describe physical phenomena. Specifically, within the areas
of science and engineering, there are many applications that require computationally complex
models, in the form of partial differential equations, to model the physical phenomena; these
complex mathematical models can be expensive to simulate. In addition, tasks, such as design,
control, and optimization, require repeated evaluations of the model, making the computational
cost of analyzing the models prohibitively expensive. In this thesis, we focus on two aspects:
optimal experimental design (OED) for inverse problems and developing surrogate models for
an application in materials science.

Majority of the work presented in this thesis focuses on optimal placement of sensors for
data acquisition in Bayesian inverse problems. This problem can be formulated in the optimal
experimental design framework, where we specifically focus on the A-optimal criterion. We
exploit the low-rank structure of the inverse problem to derive efficient randomized estimators
for the A-optimal objective function and its gradient, based on the randomized subspace
iteration. Motivated by computational costs involving the A-optimal criterion, we also propose
a new criterion called the modified A-optimal criterion and derive randomized estimators to
efficiently compute this new criterion. For both of these criteria, along with their gradients,
we derive error bounds to monitor the accuracy of the proposed estimators. The placement
of sensors is determined by the solution of a prohibitively expensive binary optimization
problem. Instead, we seek a sparse and binary solution to a continuous optimization problem,
where the objective function is the summation of the design criterion and a penalty function.
We propose a new penalty function and derive a new reweighted ¢; optimization algorithm,
based on the Majorization-Minimization principle. Finally, motivated by applications in which
implementations of the adjoint PDE solvers are not readily available, we develop randomized
estimators to evaluate the A- and D-optimal criterion and their gradients in this setting. This
approach relies on an additional assumption that the prior covariance operator is approximately
low-rank. The success of the proposed methods are illustrated on a synthetic model problem in
contaminant source identification.

In the last part of the thesis, we consider a phase-field PDE model for physical vapor
deposition (PVD). PVD is an experimental procedure for creating binary alloy thin films, where
the structure of the thin film is dictated by the process parameters of the experiment. In the
thesis, we are interested in understanding the relationship between a subset of the process
parameters and a function of the resulting PVD output. Since model evaluations of the PDE

model are computationally expensive, we construct a surrogate model using non-intrusive



techniques to efficiently explore the input parameter space. We take advantage of the low-rank
structure of the output sample covariance matrix and use principal component analysis (PCA)
to compute a low-dimensional approximation of the high-fidelity output. The process parameters
are then linked to the low-dimensional approximation by polynomial chaos expansions (PCEs).

Through an error study, the surrogate model is demonstrated to be accurate.
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CHAPTER

INTRODUCTION

Mathematical models described by partial differential equations (PDESs) are important in many
applications in science and engineering. Examples include epidemiology (e.g., modeling the
spread of disease), meteorology (e.g., predicting hurricane paths), geophysics (e.g., modeling
the flow of a contaminant in groundwater), and materials science (e.g., radiation damage in
metals). In general, models can vary in computational complexity, from simple models that can
be run in a few seconds to elaborate ones that can require days to simulate. Furthermore, the
computational cost becomes prohibitively high if the model is the governing equation of design,
control, or optimization problems, as these tasks require many model evaluations.

In this thesis, we consider two computationally intensive problems: design of inverse problems
and forward uncertainty propagation. In each problem, the model in question is described by
a system of PDEs, which is assumed to be computationally expensive to evaluate. To enable
efficient solution methods, a common theme throughout the thesis is understanding and exploiting
problem structure (e.g., low-rank structures in the problem).

The majority of the work presented in the thesis focuses on the design of inverse problems.
In particular, we seek to develop efficient methods that address challenges associated with
computing optimal experimental designs (OEDs) for infinite-dimensional Bayesian linear inverse
problems governed by PDEs. We demonstrate the efficiency of the developed methods on a
contaminant source identification problem. The second problem we consider involves a non-
intrusive approach for constructing a surrogate model that approximates a computationally
expensive high-fidelity model. The specific high-fidelity model we consider is a function of a PDE
model output, where the PDE model describes a materials science experimental process called

physical vapor deposition (PVD). The surrogate model construction is the first step toward



enabling efficient forward uncertainty quantification.
In Section 1.1, we introduce the problems of interest in the thesis. Then, in Section 1.2, we
describe the premise behind each chapter and highlight the contributions of this thesis towards

addressing the challenges associated with each of the respective problems.

1.1 Problem statements

Here we motivate the two problems we consider in the thesis: design of experiments for large-scale
linear inverse problems governed by PDEs and surrogate model construction for PVD. We
discuss the challenges associated with each problem and provide references to works that have

made significant advancements to each research area.

OED for large-scale linear inverse problems governed by PDEs

A central problem in scientific computing involves estimating parameters that describe mathe-
matical models, such as initial conditions, boundary conditions, or material parameters. This is
often addressed by using experimental measurements and a mathematical model to compute
estimates of unknown model parameters. In other words, one can estimate the parameters by
solving an inverse problem. Experimental design involves specifying the experimental setup for
collecting measurement data, with the goal of accurately recovering the parameters of interest.
As such, optimal experimental design (OED) is an important aspect of effective and efficient
parameter estimation. Namely, in applications where collecting experimental measurements
is expensive (e.g., because of budget, labor, or physical constraints), deploying experimental
resources has to be done efficiently and in a parsimonious manner. Even when collecting large
amounts of data is feasible, OED is still important; the computational cost of processing all the
data may be prohibitive or a poorly designed experiment with many measurements may miss
important information about the parameters of interest.

To make matters concrete, we explain the inverse problem and the experimental design in
the context of an application. Consider the transport of a contaminant in an urban environment
or the subsurface. The forward problem involves forecasting the spread of the contaminant,
whereas the inverse problem involves using the measurements of the contaminant concentration
at discrete points in space and time to recover the source of the contaminant (i.e., the initial
state). In this application, OED involves optimal placement of sensors, at which measurement
data is collected, to reconstruct the initial state.

We focus on OED for Bayesian linear inverse problems governed by PDEs. In our formulation
of the OED problem, the goal is to find an optimal subset of sensors from a fixed array of ng
candidate sensor sites. The experimental design is parameterized by assigning non-negative
weights to each candidate sensor location. Ideally, we seek a binary weight vector w; if w; =1, a
sensor will be placed at the ith candidate location, and if w; = 0, no sensor will be placed at

the location. However, formulating an optimization problem over binary weight vectors leads to



a binary optimization problem that is prohibitively expensive from a computational standpoint.
A common approach to address this issue is to relax the binary requirement on design weights
by letting the weights take values in the interval [0, 1]. The sparsity of the design will then be
controlled using a penalty method; see e.g., [5, 42, 111]. This results in an optimization problem
of the following form:

min  ¢(w) + yP(w), (1.1)
we(0,1]ns

where @ denotes the design criterion, v > 0 is a penalty parameter, and P is a penalty function.

Adopting a Bayesian approach to the inverse problem, the design criterion will be a measure
of the uncertainty in the estimated parameters. Throughout this problem, we focus on a popular
choice known as the A-optimal criterion [20, 104]. That is, we seek a sensor configuration that
results in a minimized average posterior variance. The design criterion, in this case, is given by
the trace of the posterior covariance operator.

One major challenge in solving (1.1), specifically for PDE-based inverse problems, is the
computational cost of objective function and gradient evaluations. Namely, the posterior covari-
ance operator I'pos; is dense, high-dimensional, and computationally challenging to explicitly
form—computing applications of I'os; to vectors requires solving multiple PDEs. Furthermore,
these computations must be performed at each iteration of an optimization algorithm used to
solve (1.1). To address this computational challenge, efficient and accurate matrix-free approaches
for computing the OED objective and its gradient are needed. Another challenge in solving the
OED problem (1.1) is the need for a suitable penalty method that is computationally tractable
and results in sparse and binary optimal weight vectors. Majority of the thesis is related to
this problem set up and specifically to developing methods that overcome these computational
challenges.

The research area of OED is widely studied [3, 5, 6, 8, 9, 11, 20, 24, 26, 4042, 46, 48, 5860,
67, 84, 86, 88, 92, 104, 105, 111]. The efforts that focus on developing algorithms for A-optimal
designs for ill-posed linear inverse problems include [40, 42], and more specifically [5, 59] focus
on infinite-dimensional Bayesian linear inverse problems. In these articles, Monte-Carlo trace
estimators are used to approximate the A-optimal design criterion and its gradient. Also, [5,
42] advocate use of low-rank approximations using the Lanczos algorithm or the randomized
SVD [43]. We refer to the work, [89], for comparison of Monte Carlo trace estimators and those
based on randomized subspace iteration; it was shown that the latter are significantly more
accurate than Monte Carlo trace estimators. Regarding sparsity control, various techniques have
been used to approximate the £y-“norm” to enforce sparse and binary designs. For example, [40—
42] use the ¢;-penalty function with an appropriate threshold to post-process the solution. In [5],
a continuation approach is proposed that involves solving a sequence of optimization problems
with non-convex penalty functions that approximate the £y-“norm”. More recently, in [111], a

sum-up rounding approach is proposed to obtain binary optimal designs.



Surrogate model construction for PVD

Nanostructured thin films are used as coatings to serve specific mechanical, thermal, magnetic
or optical functionalities [21, 27, 69]. The properties of these thin films depend directly on
the underlying structure resulting from the synthesis process called physical vapor deposition.
PVD consists of solid (metal) materials being converted to a vapor and then deposited to a
surface, where the vaporized materials are returned to solid form. This process is complex to
model due to a competition between the depositing vapor flux and surface transport effects,
which govern the formation of specific underlying structures of the thin film [95, 101, 102]. The
complexity and high-dimensionality of the processing input space hinders the ability to design
synthesis protocols for fabrication of reliable and functional thin films. In our work, we focus
on constructing a surrogate model which approximates the relationship between a subset of
process parameters and the output thin film structure of PVD. Building a surrogate model that
rapidly links process to structure is central to being able to fabricate thin films that have specific
structure. The consequence is possible advancements to applications in aerospace, automotive
industry, manufacturing, textiles, and electronics [7, 90].

Numerous high-fidelity simulation methods using atomistic, kinetic Monte Carlo or phase-
field methods [23, 31, 68, 95] predict the thin film evolution during PVD quite well. We utilize
a phase-field model for simulating PVD of binary-alloy thin films developed in [95] (see brief
description of the model in Chapter 6) to simulate the PVD process. While this model accurately
predicts experimentally observed thin films across a broad class of immiscible materials systems
and deposition conditions, it is computationally expensive. This phase-field model is not suited
to rapidly explore the large number of combinations of processing parameters needed to design
thin films with specific properties. A large portion of the literature has been centered around
the development of surrogate models that efficiently and quickly link process, structure, and
properties for a wide variety of materials and fabrication processes [19, 52-54, 62, 74, 83,
93, 96, 107, 109]. Such linkage is constructed using a range of different techniques including,
regression models [54, 62, 83, 96], Gaussian processes [52] or deep learning [19, 110]. All of
these methods rely on a statistical representation of the thin film to construct a surrogate
model that can be used to identify process-structure relations, thus, eliminating the source of
randomness in the output of the high-fidelity model. For example, [109] presented a workflow
to extract process-structure linkages from phase-field simulations of the structure evolution of
ternary eutectics during solidification. This methodology uses two-point statistics, principal
component analysis (PCA), and a spectral representation to link the temperature-gradient to
the output of their model. As identified by the authors in [109], this methodology would need to
be demonstrated for a wide range of solidification rate and eutectic concentration. In our case,
this would correspond to deposition rate and phase fraction, the two process parameters we
consider in our work. Predicting the underlying thin film structures achievable during PVD as a
function of the deposition parameters presents an additional challenge related to the fact that

the deposition conditions can yield a much broader range of structures [95].



1.2 Outline of the thesis

The details of this section are reserved for providing an overview of the problems discussed in
each chapter of the thesis and the contributions of the author. We mention that the majority of
the work presented in this thesis has been submitted for publication. Specifically, the contents
of Chapter 3 and Chapter 4 are based on an article, [44], that has been accepted for publication in
the STAM Journal of Scientific Computing. The contents of Chapter 6 are based on a manuscript
that has been recently submitted to a peer-reviewed journal [45].

Chapter 2: Background. This chapter includes background details to the problems we
consider and sets up notation that will be carried throughout the thesis.

Chapter 3: Efficient computation of A-optimal criterion and its gradient. The
A-optimal criterion is the trace of the posterior covariance operator; however, evaluating this
criterion is computationally challenging since constructing the posterior covariance is infeasible.
Because the objective criterion and the gradient need to be evaluated many times, we require
efficient methods for their evaluation. In particular, we need algorithms that are matrix-free, in
the sense that, the operators are not formed explicitly, but only through their action on vectors.

Contributions: In this chapter, we develop efficient and accurate randomized estimators
of the A-optimal criterion and its gradient, based on randomized subspace iteration. This
is accompanied by a detailed algorithm that guides efficient implementations, discussion of
computational cost, as well as theoretical error analysis. The estimators are structure exploiting,
in that they use the low-rank structure embedded in the posterior covariance operator. To
quantify the accuracy of the estimators, a rigorous error analysis is presented, significantly
advancing the methods in [89]. A feature of the analysis is that the bounds are independent
of the dimension of the discretized inversion parameter. Furthermore, the computational cost
(measured in the number of PDE solves) of the A-optimal objective and gradient using the
proposed estimators is independent of the discretized parameter dimension. In this chapter,
a new criterion is also proposed. Motivated by reducing computational cost, the modified
A-optimal criterion is derived by considering a suitably weighted A-optimal criterion. We present
randomized estimators for this novel criterion and its gradient and derive error bounds for its
accuracy. We demonstrate the methods on a synthetic source identification problem.

Chapter 4: An optimization framework for finding binary designs. We formulate
the optimal sensor placement problem as in (1.1), where a penalty term is included to promote
sparsity in the solution. The penalty term must enforce a sparse and binary design. However,
many convex penalty functions that ensure sparsity of the design, require additional techniques
(i.e., thresholding) to obtain a binary design.

Contributions: We propose a new penalty method that enforces sparse and binary designs.
Then, we develop a reweighted ¢; algorithm for solving this optimization problem based on the
Majorization-Minimization principle. The resulting algorithm requires solving a sequence of

convex subproblems and is accelerated by the randomized estimators developed in Chapter 3.



We illustrate the success of the penalty method on the same source identification problem as
in Chapter 3.

Chapter 5: Efficient computation of the OED problem without adjoint PDE
applications. In this chapter, we consider a slight variation of the problem setup in the
previous two chapters. We assume that an implementation of the adjoint PDE solver may not be
readily available. For example, the adjoint solver may be complicated to derive and implement
due to the coupled multiphysics, the forward model may be implemented with legacy software,
or the adjoint solver may be computationally expensive.

Contributions: Under this context, we present adjoint-free estimators for the A- and D-
optimal criterion and their respective gradients. The estimators are developed using an alternative
expression for the posterior covariance operator and take advantage of the symmetry and low-
rankness of the operator. This approach requires an additional assumption; i.e., we assume that
the prior covariance operator is approximately low-rank. For OED problems where the added
assumption is reasonable, the computational cost is significantly decreased using our methods.
The algorithms are demonstrated on a model problem from contaminant source identification.

Chapter 6: A non-intrusive surrogate model for predicting microstructure mor-
phologies during physical vapor deposition. Thin film creation via PVD is a complex
physical phenomenon; however, understanding how different process parameters affect the thin
film structure is important to be able to design thin films with favorable properties. The existing
high-fidelity models that describe PVD are computationally expensive and make it challenging
for efficient exploration of the input space. Within this chapter, we consider a high-fidelity model:
the input is a finite set of physical parameters and the output is a function of a phase-field
model solution.

Contributions: In Chapter 6, we develop a non-intrusive surrogate modeling approach to
approximate the high-fidelity model. To construct the surrogate model, we first evaluate the
high-fidelity at a set of parameters and utilize PCA to find a reduced-dimensional subspace of
the output space, exploiting the structure of the problem [50]. Then the relationship between the
process parameters and the PCA coefficients is determined using polynomial chaos expansions
(PCEs) [25]. The error of the surrogate model is explored at various stages of the construction
process and is shown to accurately approximate the high-fidelity model.

Chapter 7: Conclusion. This chapter summarizes the main contributions and conclusions

from the work presented in the thesis. We also discuss some potential future directions.



CHAPTER

2
BACKGROUND

In this section, we recall the background material needed in the remainder of the thesis. In Sec-
tion 2.1, we provide definitions of a random field and specifically discuss Gaussian random
fields. Section 2.2 introduces the basics of Bayesian inverse problems. Then, in Section 2.3, we
define the optimal experimental design problem, which is the focus of most of this thesis. Sec-
tion 2.4 provides a discussion of the design criteria we consider in our work. Finally, Section 2.5

states the randomized algorithms we utilize throughout the thesis.

2.1 Gaussian random fields

In this section, we recall some basics regarding Gaussian random fields. The details of this
section are based on the following references [3, 5, 16, 28, 85, 97].

Consider the probability triple (€2, B(€2), P), where € represents a non-empty sample space,
B(2) is the Borel sigma-algebra on {2, and the final term is a probability measure P : B — [0, 1].

We begin our discussion with defining a random field.

Defintion 1. Let (2,B(Q2), P) and D C R™. A random field X is defined as a function
X:QxD—=R.

Intuitively, a random field can be thought of in the following ways:

1. For a fixed point, d € D, X4 : Q@ — R, is a random variable. Therefore, a random field

assigns a probability distribution to each spatial location.



2. Fixing w € Q, X, is a function from D to R. Or alternatively, X, € V, where V is a
function space (for our work, we set V = £2(D)). This function is commonly called a

sample function [66].

In our work, we take the approach that X is a random variable, which maps (2, B(Q2), P) to
(V,B(V)). Next, we can define the probability law of X.

Defintion 2. The probability law p of a random variable, X : (,B(Q),P) — (V,B(V)), is
defined as w(E) = P(X € E), where E € B(V).

A particular class of random fields that we consider in Chapter 3 — Chapter 5 are Gaussian
random fields. Here we define them along with important features that are needed within the

thesis.

Defintion 3. A random field, X, is Gaussian if for any finite set of spatial locations, dy,. . .,d,, €

D, X =[X(d1),...,X(d,)] is a n-dimensional Gaussian random vector.
A Gaussian random field is completely defined by its mean and covariance function [28, 97].

Defintion 4. The mean of a random field X is defined as
m(d) =E[X(d)] fordeD.
Defintion 5. The covariance function of a random field X is defined as
c(di,d;) = E[(X(di) — m(d:))(X(d;) —m(d;))] for d;,d; €D,

where m(d) is the mean of the random field.

The covariance operator, I', for a random field, is defined in terms of the covariance function.
Specifically, the covariance operator can be represented as an integral operator, such that for
u€y,

[Tu) () = /D c(z,y)u(y)dy, (2.1)

where c¢(x,y) was defined in Defintion 5.

2.2 Bayesian linear inverse problems

Inverse problems are used to estimate a parameter using measurement data and a model. In
general, the relationship between the unknown parameter, m, and the measurement data, vy, is
described by the model

flm)+n=y,

where 7 represents the measurement noise and f is a (possibly nonlinear) parameter-to-observable

map [99]. The focus of the thesis is on the case where the parameter-to-observable map is linear,



i.e., f(m) = Fm, where F is a continuous linear transformation. Then, the corresponding model
is of the form,
Fm+n=uy. (2.2)

Additionally, we assume that the inversion parameter m is an element of V = L?(D), where D
is a bounded domain and that the measurement noise is Gaussian with n ~ N (0, Tyoise)-

Standard techniques of computing a solution to the inverse problem, described by (2.2), fall
into two categories, deterministic or Bayesian. The deterministic setting yields a single estimate
of the unknown parameter, obtained from solving the optimization problem

min [P~y -+ R(m),

where || - |- is a weighted norm and R(m) is a regularization term [5, 97]. On the other
hand, the so“ﬁlls‘sion to the inverse problem in a Bayesian setting is accompanied by knowledge
about the uncertainties in the solution, in the form of the posterior probability law of m. In this

section, we discuss the Bayesian approach to inverse problems.

The setup of the inverse problem

To fully specify the inverse problem, we need to describe the prior law of m and our choice of data
likelihood. For the prior, we choose a Gaussian measure fip = N (mpy, Ipr). We assume the prior
mean my, is a sufficiently regular element of V and that the covariance operator I'y, : V — V is
a strictly positive self-adjoint trace-class operator. Following the developments in [16, 29, 97],
we use 'y, = A2 with A taken to be a Laplacian-like operator [97]. This ensures that I', is
trace-class in two and three space dimensions and allows for use of efficient elliptic PDE solvers
to compute matrix-vector products, i.e., the action of F;lf on u € L?(D) is computed by solving
the elliptic PDE, Av = u.

We consider the case where F' represents a time-dependent PDE and we assume observations
are taken at mg sensor locations at n; points in time. Thus, the vector of experimental data
y is an element of R™™ . An application of the parameter-to-observable map, F : V — R™s"t
involves a PDE solve followed by an application of a spatiotemporal observation operator that
extracts solution values at the observation times for each of the sensor locations. Given our
choice of the noise model—additive and Gaussian—the likelihood probability density function
(pdf) is

1 T
7Tlike(’y ‘ m) X exp {_2 (Fm - y) Fno}se (Fm - y)} .
For a prior probability law p,, and noise model, the solution to the infinite dimensional

Bayesian inverse problem is the posterior distribution law ugost that satisfies the infinite

dimensional Bayes formula [97, 106]:

dlugost

pr

X Tike(Y | M),



where %;“ is the Radon—Nikodym derivative of the posterior measure with respect to the
prior measure and ke (y|m) is the data likelihood. Since we have assumed a linear forward
mapping, an additive and Gaussian noise model, and a Gaussian measure as the prior law, then
the solution of the Bayesian inverse problem is the Gaussian measure, pf, = N (MY, Tpost)
with

Miost = Dpost (F* Lroisey + Fgrlmpr)a Tpost = (F Tpgieo F + Iy S (2.3)

noise

Yy

Note that here the posterior mean mg

(MAP) estimator [97].

. coincides with the maximum a posteriori probability

Discretization

We use a continuous Galerkin finite element discretization approach for the governing PDEs,
as well as the inverse problem. Specifically, our discretization of the Bayesian inverse problem
follows the developments in [16]. The discretized parameter space in the present case is V,, = R"
1/2

)

equipped with the inner product (-, )y and norm ||-||s = (-, )1, where M is the finite element
mass matrix. Note that (-, )y is the discretized L?(D) inner product. The discretized parameter-
to-observable map is a linear transformation F : V, — R™"™ with adjoint F* discussed below.

The discretized prior measure N (my,, T’ is obtained by discretizing the prior mean and

prior)
covariance operator, and the discretized posterior measure is given by N (mpost, Tpost), with

—1
1 — *—1 —1
FPOSt = (F Fn01seF + FpI‘lOI‘) ) mgost = FPOSt (F Fnoisey + Fpriormpr> : (24)

We point out that the operator F*I‘nollseF is the Hessian of the data-misfit cost functional whose
minimizer is the MAP point, and is thus referred to as the data-misfit Hessian; see e.g., [5].

It is important to keep track of the inner products in the domains and ranges of the linear
mappings, appearing in the above expressions, when computing the respective adjoint operators.
For the readers’ convenience, in Figure 2.1, we summarize the different spaces that are important,
the respective inner products, and the adjoints of the linear transformations defined between
these spaces.

Using the fact that T’

F* (see Figure 2.1), we can rewrite the expression for I',og as follows:

prior 1S @ self-adjoint operator on V,, and the form of the adjoint operator

/2 1/2 Tp-1 vL/2r/2
Fpost - FpriorM / <I +F ansej:) M / FPUOT’
with
F=Fr'/2 Mm~1/2 (2.5)

prior

Note that the operator Hp, = F I}

noiseF 1S a symmetric positive semidefinite matrix, and is

a similarity transform of the prior-preconditioned data-misfit Hessian Fpl{lorF*Fn,}lseFréﬁfor In

many applications, H,, has rapidly decaying eigenvalues and therefore, it can be approximated
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Figure 2.1 Different spaces, their inner products, and the adjoints of linear transformations between
them. Here (-,-) denotes the Euclidean inner product and (-, -),, is the mass-weighted inner product.

by a low-rank matrix. This is a key insight that will be exploited in our estimators for the OED

criterion and its gradient in Chapter 3.

2.3 Optimal design of experiments

As mentioned in Chapter 1, in our work, an experimental design refers to a placement of sensors
used to collect measurement data for the purposes of parameter inversion. Here we describe the

setup of the optimization problem for finding an optimal experimental design.

Experimental design and dependence of the posterior covariance on the design

We seek to find an optimal subset of a network of ns; candidate sensor locations, which collect
measurements at n; points in time. The experimental design is parameterized by a vector of
design weights w € [0, 1], where each weight value indicates the importance of the respective
sensor location.

We follow the same setup as [5]. Namely, the design weights enter the Bayesian inverse
problem through the data likelihood, so that the H,, operator depends on w. To weight the

importance of the spatiotemporal observations, the matrix W is defined as:

Ns
W = Z w;E;, with E; = I, ® eieT

70
i=1

where ® is the Kronecker product. Therefore, H,(w) is expressed as follows:

Hi(w) = F WIT L W2F,

noise
We refer to [5] for details. This results in the w dependent posterior covariance operator:

Tpose(w) = T2 MV2 (Hy (w) + 1)~  M/21)/2 (2.6)

~ ~ prior prior*

11



In our formulation, we assume uncorrelated observations across sensor locations and time which

implies Tpoise 1S @ nsny X ngng block diagonal matrix, with n; blocks of the form diag (a%, ... ,0,%5);
here 01-2, i =1,...,ng, denote the measurement noise at individual sensor locations. Using this

structure for 'y gice, we define

TMsens

Wnoise = W1/2F—1 W1/2 _ F_l/2WF_l/2 _ Z wiE?oise7 (27)
=1

noise noise noise
. H _2 .
with EPS¢ = 07°L,,.  ® e;e; . Thus, we have Hp,(w) = F T WHeiseF,

Optimization problem for finding an optimal design

Recall the optimization problem from (1.1). As explained before, to enable efficient solution
methods for the above optimization problem we need (i) a numerical method for fast computation
of ®(w) and its gradient, and (ii) a choice of penalty function that promotes sparse and binary
weights. The former is facilitated by the randomized subspace iteration approach outlined
in Section 2.5 (see Chapter 3 and 5), and for the latter, we present an approach based on

rewighted ¢; minimization (see Chapter 4).

2.4 Design criteria

There are many ways to measure the uncertainty in the solution to the inverse problem [20, 104].

Common design criteria (in finite-dimensions) include:

A-optimal: tr (I'pest(w)), the average posterior variance;

C-optimal: cTI‘post('w)c, the variance of a given linear combination of parameters;

D-optimal: log det(IT'post(w)), the expected information gain (measured by the Kullback-

Leibler divergence); and

E-optimal: Apax(Tpost(w)), the worst case uncertainty defined by the largest eigenvalue of

the posterior covariance operator.

In our work, we focus on the A- and D-optimal criterion to compute optimal designs. Therefore,
we discuss the two criterion and some useful properties that aid us in our discussion regarding

solving the optimal experimental design problem in (1.1).

2.4.1 A-optimal criterion

A large part of this thesis focuses on A-optimal designs. Here, we discuss the A-optimal criterion
in terms of an infinite dimensional posterior covariance operator, the convexity of the criterion,

and the gradient (with respect to w) of the criterion.

12



The infinite-dimensional A-optimal criterion

Since the posterior covariance is a discretization of an infinite-dimensional operator, we need to
ensure the criterion we use makes sense in the infinite-dimensional limit. Let m(x) be Gaussian
random field on the domain D. And let its covariance operator, I'post, be positive, self-adjoint,

and trace-class. Then the A-optimal criterion, measuring the average posterior variance, in

1
ﬁ / Cpost (T, T)dx
D

where cpost(x,y) is the covariance function of m(x) defined in Defintion 5 and cpost(,y)

infinite dimensions is

is assumed to be a continuous kernel on D. Then, using Mercer’s theorem [38], we provide
justification that the A-optimal criterion for an infinite-dimensional operator is equivalent to
the finite-dimensional criterion, i.e., the average variance of an infinite-dimensional operator
is equivalent to ﬁtr (F'post) - Note that for the moment, we suppress the dependency of the
posterior covariance operator on the weights w.

Since I'post is self-adjoint and trace-class, it has real eigenvalues A; for ¢ = 1,2,... and a
complete set of orthonormal eigenvectors ¢; € L?(D), i = 1,2,.... Also, since I'pogt is positive,
Ai>0fori=1,2,....

Recall the integral operator definition of the covariance operator in (2.1). The next step is

to apply Mercer’s theorem to obtain a spectral representation of cpost(, ). Therefore, we have

Cpost €T y Z)‘l¢2

where \; for i = 1,2, ... are real eigenvalues and {¢;(x)}5°

©, is the complete set of orthonormal
eigenvectors of I'post. This series converges absolutely and uniformly.

Using the expansion of cpost, We express the average variance as

|D| / CPOSt w CC dw— ’D’/ZAZ¢2
_1/ li Z)\qg
T ID] Jp ks &7 il
1 1
e N A= —tr (Tpost) s
D] kiooz |D|; oy (ot

where the limit and integral are interchanged by the Monotone Convergence Theorem [87,
Theorem 11.30].

Thus, the A-optimal criterion naturally extends to the infinite-dimensional case and is given
in terms of the trace of the posterior covariance operator (the constant ﬁ is dropped when
formulating the OED problem).

13



Convexity of the criterion

We now verify the convexity of the A-optimal criterion. First, we define some notation. We
denote by Sy the space of self-adjoint operators on (R™, (-, -)) and by Sy cone of self-adjoint
and positive definite operators on (R™, (-,-)y). Note that A € Sy;" satisfies

(Az,y)m = (x, Ay)m forall =,y eR",
(Ax,xz)y >0, forall x #0.

Recall the posterior covariance operator for a Bayesian linear inverse problem with Gaussian
prior and additive Gaussian noise model in (2.6). By construction, Tpest(w) € Sipt, for all
w € RY,, where RY denotes the non-negative orthant in R". Here we seek to prove that the
mapping w — tr (Fpest (w)), i.e., the A-optimal design criterion, is convex on RZ, and strictly
convex provided an additional assumption is satisfied. B

An important step in showing the convexity of the A-optimal criterion involves showing
strict convexity of the function G(X) = tr (X™!) on dom(G) = Sy, [104, Theorem B.27]. We
include the justification for completeness of this section. To show this we recall a result from [13]
that a function f : R™ — R is (strictly) convex if and only if its domain, dom(f), is convex and
that the function g : R — R, defined by

g(t) = f(x +tv), dom(g):={t:x+tv e dom(f)},

is a (strictly) convex function of ¢, for any & € dom(f) and v € R™. In the present setting, we
consider the function G : Sy — R with dom(G) = Sy

Lemma 2.4.0.1. The function G(X) = tr (X™1) is strictly convez on dom(G) = Sy;".

Proof. Consider the restriction of G to a line, S +tB, where S € Sy;" and B is self-adjoint; that
is, we consider the function

g(t) = G(S + B),

defined for t € dom(g), where dom(g) is an interval of values of ¢ for which S+¢B € S;;". Consider
V = S 1/2BS~1/2 and let QAQ* be its spectral decomposition; here Q is an orthogonal matrix
with eigenvectors of V as its columns, Q = [ql e qn}, and A is a diagonal matrix with the

corresponding eigenvalues on its diagonal. It is straightforward to note that I +tV € S;;" for
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t € dom(g) and that

tr

—

(S+tB)™)
S_1/2(I+tS_1/2BS_1/2)_1S_1/2)

g(t)

|
(=3

r

/N

tr
n

(ST'I+tV) g, gi)m

—

ST'I+tVv))

N
Il
i

(1+t\) Y S q;, q,)m-

I

@
Il
—

Now, ¢; = (S7'q;,q;)m > 0, for i = 1,...,n, and h;(t) = (1 +t)\;)~! is strictly convex for
t € dom(g). To see the latter, note that (1+t\;)"t > 0,i=1,...,n, for t € dom(g), and that

RI(t) =203 (1 4+tX\) ™2 >0, tedom(g),i=1,...,n.

Hence, g(t) = >, ¢;hi(t) is a positive weighted sum of strictly convex functions, and is thus

strictly convex. Therefore, G is is strictly convex on dom(G) = Sy O
We are now ready to prove the following result:
Theorem 1. The function ¥ : R%, — R, given by ¥(w) = tr (T'post(w)) is convex.

Proof. Note that Tpost(w) = H(w)™!, where H(w) = F¥W"F 4 T_!  Clearly H(w) is

prior®
an affine function of w. Moreover, H(w) € Sy;t, for every w € RY,. Let wy,wy € RY, with
w1 # we and let 0 < a < 1. To simplify the notation, we denote H; = H(w;), i = 1,2. Note

that wy # ws does not imply H; # Hs without added assumptions. We have
Tpost(cwr + (1 — a)ws) = [aH; + (1 — O[)HQ]_l.
If H; # Ha, then using Lemma 2.4.0.1, we obtain

V(owi+(1 — a)wz)) = tr (Tpost(aw; + (1 — a)wy))
=tr ([aH; + (1 - a)Hg]_l) < atr (Hfl) + (1 —a)tr (H;l)
= atr (Tpost(w1)) + (1 — a)tr (Tpost(w2)) = a¥(wq) + (1 — a)¥(ws).

However, if we assume H; = Hj, then the strict inequality in the previous derivation becomes
an equality. Thus, we have, U(aw; + (1 — a)ws2)) < a¥(w) + (1 — @)V (w3). O

Therefore, if ®(w) = tr (Tpost(w)) in (1.1), then we have a convex optimization problem,
provided the penalty function is also convex. As briefly mentioned in the proof, more assumptions
are required to show strict convexity. Specifically, the added assumptions must ensure that if

w1 # ws then Hy # Hy. The following corollary provides a condition that ensures this property.
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Corollary 1.1. Assume that rank(F) = nsny. The function ¥ : RY, — R, given by ¥(w) =

tr (Dpost(w)) is strictly convex.

Proof. The proof follows Theorem 1; however, we will use the added assumption to show
if wy # wo, then Hy # H,. We consider proving the contrapositive. If H;y = Hs, then
F*Woise — 0, where Wnoise — Wioise _Whoise and 0 € R™s™tXsnt We consider the rank
of the matrix F*WHsF and apply Sylvester’s rank inequality [75, Eq. (4.5.3)] twice to the

expression to obtain

0= rank(F*WnOiseF) > rank(F*) + rank(WnoiseF) — ngng
Z 2. rank(F) + rank({;\\fﬂoise) _ 2nsnt — rank(v/‘\;noise).

The last equality follows because we have assumed that rank(F) = ngn;. Therefore, Wroise —

and thus w; = ws. O

Intuitively, since the rows of F are assumed to be linearly independent, the sensors at each
location must gather “new” data, i.e., none of the data gathered can be a linear combination of
the other observations.

Other (weaker) assumptions can be made to show that the A-optimal criterion is strictly
convex. For instance, if the matrix set, {F*E?OiseF}?:Sl, is linearly independent, then one can
use the definition of W"°'¢ to show strict convexity of the A-optimal criterion. Since the proof
is straightforward, we have omitted it. An intuitive interpretation of this assumption is that

each sensor location must contribute “different” information.

A reformulation of the A-optimal criterion

Because the criterion forms part of the objective function of an optimization problem, we
consider a slight variation to the traditional definition of the A-optimal criterion. Note that
tr (Ppost(w)) = tr (Fpost(w) — T i0p) +tr (T'py0,) and thus, minimizing the trace of the posterior

covariance operator is equivalent to minimizing

Paopt(w) = tr (FCpost(w) — T (2.8)

prior) .

This is the objective function we seek to minimize for finding A-optimal designs. As seen below,
this formulation of the A-optimal criterion is well suited for approximations via randomized
matrix methods Section 2.5. Note also that minimizing ®,opi(w) amounts to maximizing
tr (Fppior) — tr (Fpost(w)), which can be thought of as a measure of uncertainty reduction.

We can also interpret (2.8) using a decision theoretic point of view. It is well known [3, 9,

20] that for Bayesian linear inverse problems with Gaussian prior and additive Gaussian noise
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models, tr (Tpost) coincides with Bayes risk (with respect to the L? loss function):

tr (Fpost) = Eupr (Emike(y\m) (ngost - m”l%/l))

- / /R [y, — 2 My | m)dy rpe(dm).
n nsn

Here pp,y denotes the discretized prior measure, pipy = N (mp,, T . Using

prior )

[ e = g am) =t (P

Vn

we see that

tr (Fpost - Fprior) = Eupr (Eﬂ'like(ylm) (”mgost - mHIQ\/I - Hmpr - mH12\/1)>7

this provides an alternate interpretation of ®,opt(-) as a Bayes risk with respect to a modified
loss function.
The gradient of the A-optimal criterion

We now specialize the optimization problem (1.1) to the case of A-optimal sensor placement for

linear inverse problems governed by time-dependent PDEs:

min = Pyopt(w) + 7P (w). (2.9)
wel0,1]7s

We utilize the expanded formulation of the posterior covariance operator in (2.6) to express the

A-optimal criterion as

Paopt (w) = tr (T, M7/ (Hn(w) + 1)~ —M20E ) (2.10)
—tr ([(Hm(w) +1) " ~1)Z), |
with
7 = Ml/zrpriorM71/2' (211)

Also, anticipating that we will use a gradient-based solver for solving (2.9), we need the
gradient of ®,op¢(w). Using Theorems B.17 and B.19 in [104], the partial derivatives of (2.10)

with respect to wj, j =1,...,ng, are
03 aops (1) = —tr (T H (1))~ Hn (w) (T + Ho(w))1Z) (2.12)
(We have used the notation d; to denote %) Note that using the definition of Hy,(w), we

have 0;Hm(w) = ]:TE?Oise.’F, j=1,...,n.
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2.4.2 D-optimal criterion

Here we consider the infinite-dimensional D-optimal criterion and its optimization problem.
Since the D-optimal criterion is not the main focus of our work, we simply state and cite the
result.

The finite dimensional D-optimal criterion, logdet(I'post), is not meaningful in infinite
dimensions due to the posterior covariance operator being trace-class, i.e., the eigenvalues have
zero as the accumulation point. Instead, we use the definition of the D-optimal criterion derived
in [3, 6] in the infinite-dimensional case. The expected information gain is defined as

logdet(I+ T2 F*r-1 WFT/2 ). (2.13)

prior noise prior

DN | =

q)dopt (w) =

This quantity remains meaningful in the infinite-dimensional limit. Then, using this definition,

we define a D-optimal design to be the solution to the optimization problem,

min —® w) + yP(w).
weD.1]ns dopt (w) + 7P (w)
Since the D-optimal criterion is used as part of the objective function for an optimization

problem, for the remainder of the thesis, we remove the factor of % that appears in (2.13).

2.5 Randomized subspace iteration algorithm

In this section, we discuss the randomized subspace iteration algorithm. We begin by explaining
how to compute a low-rank approximation of a symmetric positive semidefinite matrix, A € R"*"™,
To draw connection with the previous subsection, in our application, A will stand for H,,. We
first draw a random Gaussian matrix € R?*¢ (i.e., the entries are independent and identically
distributed standard normal random variables). We then perform ¢ steps of subspace iteration
on A with the starting guess £ to obtain the matrix Y. If, for example, the matrix has rank
k < /4, or the eigenvalues decay sufficiently, then the range of Y is a good approximation to
the range of A under these suitable conditions. This is the main insight behind randomized
algorithms. We now show how to obtain a low-rank approximation of A. A thin-QR factorization
of Y is performed to obtain the matrix Q, which has orthonormal columns. We then form the

“projected” matrix T = QT AQ and obtain the low-rank approximation
A~QTQ'. (2.14)

An alternative low-rank approximation can be computed using the Nystrom approximation, see

, [43]. Once the matrix T is computed, it can be used in various ways. In [89], tr (T) was
used as an estimator for tr (A), whereas logdet(I + T) was used as estimator for log det(I+ A).
The main idea behind these estimators is that the eigenvalues of T are good approximations to

the eigenvalues of A, when A is sufficiently low-rank or has rapidly decaying eigenvalues. Our
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estimators for the A-optimal criterion and its gradient utilize the same idea but in a slightly

different form.

Algorithm 1 [Q, T] = randSubspacelteration(A, k, p, q)

Input: A € R™*"™ with target rank k, oversampling parameter p > 2, with { =k + p < n and
g > 1 (number of subspace iterations).
Output: Q € R™*¢, T € R*¢,
1: Draw a standard Gaussian random matrix Q € R,
2: Compute Y = A9Q.
3: Compute thin QR decomposition Y = QR.
4: Compute T = QTAQ.

In our work, we consider an eigenvalue decomposition of the matrix T = UAU so that (2.14)

becomes

A~QTQ' =QUAU'Q" =VAV',

where V = QU and A are the approximate eigenvalues of A captured in the matrix T. We define
a procedure for computing this specific low-rank approximation of a matrix A in Algorithm 2,
which will be used throughout the thesis.

Algorithm 2 [V, A] = randEig(A, k, p)

Input: A € R™*"™ target rank k, oversampling parameter p > 2, with £ =k 4+ p < n.
Output: V € R/ A e RIXL,

1: Compute [Q,T] = randSubspacelteration(A, k, p, 1).

2: Compute eigendecomposition [U, A] of T and form V = QU.

3: Return V and A.
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CHAPTER

3

EFFICIENT COMPUTATION OF
A-OPTIMAL CRITERION AND ITS
GRADIENT

The computational cost of solving (2.9) is dominated by the PDE solves required in OED
objective and gradient evaluations; these operations need to be performed repeatedly when using
an optimization algorithm for solving (2.9). Therefore, to enable computing A-optimal designs
for large-scale applications, efficient methods for objective and gradient computations are needed.
In this chapter, we derive efficient and accurate randomized estimators for (2.10) and (2.12). The
proposed estimators are matrix-free—they require only applications of the (prior-preconditioned)
forward operator F and its adjoint on vectors. Moreover, the computational cost, measured in
the number of PDE solves, does not increase with the discretized parameter dimension. This is
due to the fact that our estimators exploit the low-rank structure of H,(w), a problem property
that is independent of the choice of discretization. We also present a novel modified A-optimal
criterion to further reduce the computational cost. Randomized estimators for this criterion are
developed and error bounds are also discussed.

We introduce our proposed randomized estimators for the A-optimal design criterion ®,opt (w)
and its gradient V®,op¢(w) in Section 3.1. Additionally, in this section, we present a detailed
computational proceedure and analyze the errors associated with our proposed estimators. Sec-
tion 3.2 introduces the modified A-optimal criterion. The randomized estimators are derived

and the computational procedure is presented. We also discuss the error associated with the
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modified A-optimal estimators in this section. In Section 3.3, we present numerical results that
indicate the accuracy of our estimators and illustrates the bounds we prove in Section 3.4.
Lastly, Section 3.5 includes concluding remarks and future directions of the work discussed in

this chapter.

3.1 Randomized estimators for ®,opt(w) and its gradient

Consider the low-rank approximation of Hy,(w) given by Hupm(w) = Q(w)T(w)QT (w), with
Q(w) and T(w) computed using Algorithm 1. Replacing H,(w) by its approximation and

using the cyclic property of the trace, we obtain the estimator for the A-optimal criterion (2.10):

~

Boopt(w; €) = tr (((1 4 Hon (w)) ! — 1) z) : (3.1)

where Z is as in (2.11).
To derive an estimator for the gradient, once again, we replace H,,(w) with its low-rank

approximation Hm(w) in (2.12) to obtain
07, (w3 ) = —tr ((1 + Hon(w)) L F TR F(T+ ﬁm(w))—lz) , (3.2)
for j=1,...n.

3.1.1 Computational procedure

First, we discuss computation of the A-optimal criterion estimator using Algorithm 1. Typically,
the algorithm can be used with ¢ = 1, due to rapid decay of eigenvalues of H,,(w). In this
case, Algorithm 1 requires 2¢ applications of H,(w). Since each application of H,(w) requires
one F apply (forward solve) and one F T apply (adjoint solve), computing ’ﬁm(w) requires 4/
PDE solves. Letting the spectral decomposition of the ¢ x ¢ matrix T(w) be given by T(w) =
U(w)Ar(w)U(w) T and denoting V(w) = Q(w)U(w), we have Hum(w) = V(w)Ar(w)V ' (w).
Applying the Sherman—Morrison-Woodbury formula [75] and the cyclic property of the trace
to (3.1), we obtain
Boopt (w) = —tr (DT(w)VT(w)ZV(w)> , (3.3)
where Dt (w) = Ar(w)(I+ Ar(w))~L. To simplify notation, the dependence of w is suppressed
for the operators used in computing the estimators for the remainder of the chapter; however,
the notation is retained for Hu(w) and Hm (w).

Next, we describe computation of the gradient estimator (3.2). Here we assume ngn; < n;
the extension to the case nsny > n is straightforward and is omitted. Again, using the Woodbury

formula and cyclic property of the trace, we rewrite (3.2) as

—

9,0, (w;l) = —tr (J-'(I — VDV )Z(I - VDTVT).’FTE?OiSQ) (3.4)

aopt
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for j =1,...,ns. Expanding this expression, we obtain

038, (w) = —tr (ZFTEF) + 0t (FVDpVT ZF By ) -
. (3.5)
tr (.’F’VDTVTZVDTVT.’FTE;‘OISQ) .

Note that the first term s; = —tr <Z.’FTE;-1°ise.'F> in (3.5) does not depend on the design w,
for j =1,...,ns. As a result, this term can be precomputed and used in subsequent function

evaluations. We expand s; to be

85 = —tr (Z.'FTE?OiSG;F)
k=1

where €}, is the k"™ column of the identity matrix of size nsyn;. Because there are only n; columns
of E?Oise with nonzero entries, the total cost to precompute s; for j = 1,...,ny is ngn; PDE
solves.

To compute the remaining terms in (3.5), we exploit the fact that V has ¢ columns. Notice
all the other occurrences of F and F ' occur as a combination of FV and FZV (or of their
transposes). Both of these terms require ¢ PDE solves to compute. As a result, the total cost to
evaluate &Daopt (w) and ﬁaopt (w; 0) is 4¢ PDE solves to apply Algorithm 1 and 2¢ PDE solves
to compute FV and FZV. We detail the steps for computing our estimators for A-optimal

criterion and its gradient in Algorithm 3.

Alternative approaches and summary of computational cost

A closely related variation of Algorithm 3 is obtained by replacing step 1 of the algorithm
(i.e., randomized subspace iteration) by the solution of an eigenvalue problem to compute the
dominant eigenvalues of H,(w) “exactly”. We refer to this method as Eig-k, where k is the
target rank of #,,(w). This idea was explored for computing Bayesian D-optimal designs in [6].
The resulting cost is similar to that of the randomized method: it would cost O(k) PDE solves
per iteration to compute the spectral decomposition of H, (w), plus min{nsn;, n} PDE solves to
precompute s; for j = 1,...,ns. While both the randomized and Eig-k methods provide a viable
scheme for computing the A-optimal criteria, our randomized method can exploit parallelism
to lower computational costs. Each matrix-vector application with H,,(w) in Algorithm 1 can
be computed in parallel. However, if accurate eigenpairs of ‘H,(w) are of importance to the
problem, one can choose to use the Eig-k approach at the cost of computing a more challenging
problem.

Another possibility suitable for problems where the forward model does not depend on the
design (as is the case in the present work), is to precompute a low-rank SVD of F, which can

then be applied as necessary to compute the A-optimal criterion and its gradient. This frozen
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Algorithm 3 Randomized method for computing iaopt(w; /) and @aopt (w; ).

Input: Target rank k, oversampling parameter p > 0, design w, and s; for j =1,...,n;.
Output: OED objective @aopt(w ¢) and gradient V@aopt(w ).

1: Apply Algorithm 1 with ¢ = k + p and ¢ = 1 to obtain T € R¢*¢ and Q e R,
2: Compute eigendecomposition [U, At| of T. Let Dp = Ap(I+ Ag)~!

3: for i =1 to ¢ do

4: Compute v; = Qu;, where u; are the columns of U.

5: end for

6: Compute

(/I\)aopt (w; £) Zd v; Z'vZ7

where d; is the i*" diagonal of Dr.
7: for i =1to ¢ do
Compute a; = Fv; and b; = FZv;,.

9: end for
10: for j =1 to ns do
11: Compute
- l I
0;® o (w3 ) = 5, +2)  d;ib] E}*a; Z > didpa! B} ayvy, Zv;.
=1 =1 k=1
12: end for - - o
13: Return @aopt(w; £) and V®uopt(w; ) = [01 Paopt (W5 £), - - - On, P 0 (w5 0.

forward operator approach has been explored in [5, 42| for the A-optimal criterion and in [6] for
the D-optimal criterion. The resulting PDE cost of precomputing a low-rank approximation of
F is O(k), with k indicating the target rank. The Frozen method is beneficial as no additional
PDE solves are required when applying Algorithm 3; however, this approach would not favor
problems where F depends on w, nor can the modeling errors associated with the PDE be
controlled in subsequent evaluations without the construction of another operator.

Finally, if the problem size is not too large (i.e., in small-scale applications), one could
explicitly construct the forward operator . This enables exact (excluding floating point errors)
computation of the objective and its gradient. The total cost for evaluating F involves an
upfront cost of min{nsn;, n} PDE solves. We summarize the computational cost of Algorithm 3
along with the other alternatives mentioned above in Table 3.1.

To summarize, the randomized methods for computing OED objective and its gradient
present several attractive features; our approach is well suited to large-scale applications; it
is matrix free, simple to implement and parallelize, and exploits low-rank structure in the
inverse problem. Moreover, as is the case with the Eig-k approach, the performance of the
randomized subspace iteration does not degrade as the dimension of the parameter increases

due to mesh refinement. This is the case because the randomized subspace iteration relies on
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Table 3.1 Computational cost measured in terms of PDE solves for different methods in computing
D oopt (W) and V@,qp (w). Typically, ¢ = 1 in Algorithm 1 is sufficient.

Method ‘ D popt (W) and V@,p1 (w) ‘ Precompute ‘ Storage Cost

“Exact” - min{ngn;, n} nNgNt
Frozen — O(k) 2n+ 1)k
Eig-k O(k) min{nsns, n} Ng
Randomized 2(¢+2)(k+p) min{nsng, n} N

spectral properties of the prior-preconditioned data misfit Hessian—a problem structure that is

independent of discretization.

3.1.2 Error Analysis

Here we analyze the error associated with our estimators computed using Algorithm 3. For
fixed w € [0,1]™, since Hmy(w) € R™™ " is symmetric positive semidefinite, we can order its
eigenvalues as A\ > Ay > --- > A\, > 0. Suppose A1,..., A\, are the dominant eigenvalues of
Hn(w), we define Ay = diag (A1,...,\x) and Ay = diag (A\gy1, ..., An) and we assume that the

eigenvalue ratio satisfies

_ Ak+1
Ve = [ Azl AT 2 = ; <1
k

We now present the error bounds for the objective function and its gradient. To this end, we
define the constant C' as

2

C e2(k+p)<2ﬂ(1 )>W(u+\/§)2<p+1), (3.6)

(p+1)2 p+1 p—1

with 7 = rank(Hy,(w)) and = Vr —k+ VE + p.

Theorem 2. Let @aopt(w;ﬁ) and %aopt(w;ﬂ) be approzimations of the A-optimal objective
function @ 4opi(w) and its gradient VO 40 (w), respectively, computed using Algorithm 3 for fized
w € [0,1]". Recall that k is the target rank of Hp,(w), p > 2 is the oversampling parameter
such that k +p < n, and ¢ > 1 is the number of subspace iterations. Assume that v, < 1. Then,
with f =x/(1+ z)

E | |®aopt(w) — Baopi(w: 0)]] < |Z]2 (tr (F(A2)) +tr (FGFT'CA)) . (37)
Furthermore, with P; = .’FTE?O"“.’F, forji=1,... ng,
E [10;®aopi(w) — 0 Baopi(ws O] < 21ZI12[P; 2 (tr (F(A2) +tr (F(1277CA2))) . (35)

Proof. See Section 3.4.2. 0
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In Theorem 2, the estimators are unbiased when the target rank equals the rank of H,(w).
If the eigenvalues decay rapidly, the bounds suggest that the estimators are accurate. Recall
that rank(Hm(w)) < min{nsns n} is the number of nonzero eigenvalues. Consequently, it is

seen that the bounds are independent of the dimension of the discretization n.

3.2 Modified A-optimal criterion

Motivated by reducing the computational cost of computing A-optimal designs, in this section,
we introduce a modified A-optimality criterion. As mentioned in [20], we can consider a weighted
A-optimal criterion tr (I'Tpost(w)), where I is a positive semidefinite weighting matrix. Similar

to (2.8), we work with tr (I‘(I‘post -T )), since the term tr (I‘(I‘prior)) is independent of

-1
prior’

prior

the weights w. By choosing I' =T we obtain the modified A-optimal criterion

Bpod(w) = tr ((I + Ho(w)) " — I) . (3.9)

Note that the expression for ®,,q(w) remains meaningful in the infinite-dimensional limit. This

can be seen by noting that
B pyod(w) = tr ((I + Ho(w)) ™ — I) = tr (’Hm(w)(I + ’Hm(w))_l) ,

and using the fact that in the infinite-dimensional limit, for every w € [0, 1]™s, Hp,(w) is trace
class and (I -+ ’Hm(w))f1 is a bounded linear operator.

We show in our numerical results that the modified A-optimality criterion can be useful in
practice, if a cheaper alternative to the A-optimal criterion is desired, and minimizing ®,,,q4 can

provide designs that lead to small posterior uncertainty.

Derivation of estimators

Here we seek to improve the efficiency of the modified A-optimal criterion by computing a
randomized estimator for the modified A-optimal criterion and its gradient. As in the previous
derivation of our estimators, we replace H,(w) by its low rank approximation to obtain the

randomized estimator for the modified A-optimal criterion

Dunoa (w) & tr (T4 Hun(w)) ™ = 1) = Boa (w3 (). (3.10)

Similarly, we use the same low-rank approximation ’ﬁm('w) in the gradient of the modified

A-optimal criterion to obtain the randomized estimator

aj (I)mod

(w: f) = —tr ((1 + Hon(w)) L FTENS F (T + ﬁm(w»—l) , (3.11)

forj=1,...,n.
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3.2.1 Computational procedure

Using similar techniques as those described in Section 3.1, we can write the estimator for the

modified A-optimal criterion in terms of the eigenvalues of T:

D poq(w; £) = —tr (D). (3.12)

Moreover,

0 oq(w) = —tr (FTEF™F) 4 2tr (FVDp VT F ) -
) (3.13)
tr (J-'VD?FVTJ-'TE;IOEE).

with Dt = Ap(I+ At)~! and V defined as in Section 3.1.

The procedure for computing the estimators for the modified A-optimal criterion follows
the steps in Algorithm 3 closely. Instead of presenting an additional algorithm, we provide an
overview of the computation of the estimators for the modified A-optimal criterion along with
the associated computational cost in terms of the number of PDE solves.

To evaluate the estimators for the modified A-optimal criterion, the only precomputation we
perform is to obtain

sj = —tr (J:TE?Oise.’F) , j=1,...,n.

This term appears in the estimator for the gradient and accumulates a total cost of ngn; PDE
solves. The remaining terms in the estimators depend on a design w and, in particular, the
eigenvalues and eigenvectors of ?-Atm('w). As with the estimators for the A-optimal criterion,
the eigenvalues and eigenvectors of Hon (w) are obtained by Algorithm 1. Recall that the cost
associated with Algorithm 1, with ¢ = 1, is 4¢ PDE solves. Once the eigenvalues and eigenvectors
are computed, (3.12) can be evaluated without any additional PDE solves. The remaining
computational effort occurs in the evaluation of the gradient. Because of our modification to the
A-optimal criterion, the expression (3.13) is efficiently evaluated by computing FV. Therefore,
the total cost of evaluating the estimators for the modified A-optimal criterion and its gradient is
5¢ PDE solves. From this computational cost analysis, we see the modified A-optimal estimators

require £ less PDE solves than the A-optimal estimators.

3.2.2 Error analysis

We now quantify the absolute error of our estimators with the following theorem.

Theorem 3. Let @mod(w;ﬁ) and ﬁmod(w;ﬁ) be the randomized estimators approximating the
modified A-optimal objective function ®,.q(w) and its gradient V®,,,q(w), respectively. Using

the notation and assumptions of Theorem 2, for fized w € [0, 1]™

~

E [|@mod(w) = Brmoalw: €)]] < tr (f(A2)) +tr (F(177'CA)).
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and for j =1,...,ng,

E[10®mod(w) = 8;,,,,4(w; )] < 2IP;l12 (tr (F(A2) +tr (57 CA))).
where C' is defined in (3.6).
Proof. See Appendix Section 3.4.3. O

Notice the bounds presented in Theorem 2 and 3 differ by a factor of ||Z||2. Since the modified

A-optimal criterion removes one application of I’ from the computation of the A-optimal

prior

criterion, the bounds related to the modified A-optimal criterion no longer have the factor of
1Z]]2-

3.3 Numerical results

In this section, we present numerical results that test various aspects of the proposed methods.
We begin by a brief description of the inverse advection-diffusion problem used to illustrate
the proposed OED methods, in Section 3.3.1. The setup of our model problem is adapted
from that in [5], where further details about the forward and inverse problem can be found.
In Section 3.3.1, we also describe the numerical methods used for solving the forward problem,
as well as the optimization solver for the OED problem. In Section 3.3.2, we test the accuracy

of our randomized estimators and illustrate our error bounds.

3.3.1 Model problem and solvers

We consider a two-dimensional time-dependent advection-diffusion equation

u —kAu+v-Vu=0 in D x (0,7),
u(.’o):m irl’D7
kVu-n =0 on 0D x (0,T),

which models the transport of contaminants (e.g., in the atmosphere or the subsurface). Here
k is the diffusion coefficient and is taken to be k = 0.01. The velocity field v is computed by
solving a steady-state Navier-Stokes equations, as in [5]. The domain D, depicted in Figure 3.1,
is the unit square in R? with the gray rectangles, modeling obstacles/buildings, removed. The
boundary 0D is the union of the outer boundary and the boundaries of the obstacles. The PDE
is discretized using linear triangular continuous Galerkin finite elements in space and implicit
Euler in time. We let the final simulation time be T' = 5.

The inverse problem involves reconstructing the initial state m from space-time point
measurements of u(x, t). We consider ns = 109 sensor candidate locations distributed throughout
the domain which are indicated by hollow squares in Figure 3.1. Measurement data is collected

from a subset of these locations at three observation times, ¢ = 1,2, and 3.5. To simulate noisy
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observations, 2% noise is added to the simulated data. We fix the random matrix € in Algorithm
1 for the numerical experiments performed in this chapter.

Recall, in Section 2.2, we define our prior covariance operator to be a Laplacian-like operator.
Following [5], an application of the square root of the prior on s € L?(D) is v = A~ s, which

satisfies the following weak form
/ OVv-Vp+ avpde = / spdx for every p € HY(D). (3.14)
D D

Here 6 and « control the variance and correlation length and are chosen to be @ = 0.1 and

f = 0.002, respectively.
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Figure 3.1 Domain with 109 candidate sensor locations.

3.3.2 Accuracy of estimators

Here we examine the accuracy of the randomized estimators with respect to ¢, the number of
columns in the sampling matrix €2 in the randomized subspace iteration algorithm. Specifically,

we compute

~

_ [Paopt (W) = Paopt(w; £))|

IV ®aopt(w) = VPaopt (w3 6)|2

O )] Y Vo)l
_ ’(I)mod(’w> - a\)mod(u’;g)’ e — HVCI)mOd(w) — ﬁmOd(w; K)HQ
B ) R I P

with w taken to be a vector of all ones; that is, with all sensors activated. We let ¢ to vary
from 17 to 327, because the rank of H,,(w) is no larger than the number of observations taken,

nsne = 327. Figure 3.2 illustrates the relative error in the estimators for the A-optimal criterion
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and its gradient (left) and the modified A-optimal criterion and its gradient (right), as ¢ is
varied. We observe that the error decreases rapidly with increasing ¢. This illustrates accuracy
and efficiency of our estimators.

Next, we consider the absolute error in the estimators for the objective function and compare
them with the theoretical bounds derived in Theorems 2 and 3. In Figure 3.3, we compare the
absolute error in the estimators with bounds from Theorem 2 and Theorem 3. As before, we
take w = [1,1,...,1]" € R". We observe that our error bound captures the general trend in
the error. Moreover, the error bound for the modified A-optimality is better since it does not

have the additional factor of ||Z]|s.
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Figure 3.2 Relative error of the randomized estimators for the A-optimal criterion (left), and those
corresponding to the modified A-optimal criterion (right) for varying £.
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Figure 3.3 Absolute error bound for @aopt('w) from Theorem 2 (left), and ®p0q(w) from Theorem 3
(right) for varying /.
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3.4 Proofs of bounds

3.4.1 Trace of matrix function

In the proofs below, we use the Loewner partial ordering [47, Chapter 7.7]; we briefly recapitulate
some main results that will be useful in our proof. Let A,B € R™*™ be symmetric positive
definite; then A < B means that B— A is positive semidefinite. For any S € R™*™ it also follows
that STAS < STBS. Let UAU be the eigendecomposition of A. Then, f(A) = Uf(A)UT
and tr (f(A)) =Y, f(X). If fis monotonically increasing then tr (f(A)) < tr (f(B)) since
A < B implies \;(A) < \(B) fori=1,...,n.

The following bound allows us to bound the trace of a matrix function in terms of its diagonal
subblocks.

Lemma 3.4.0.1. Let
A A
A 1T1 12
A Az
be a symmetric positive definite matriz. Let f be a nonnegative concave function on [0,00). Then
tr (f(A)) <tr (f(Aw)) +tr (f(Az)).

Proof. See Theorem 2.1 and Remark 2.4 in [64]. O

We are ready to state and prove our main result of this section, which is the key in

proving Theorem 2 and Theorem 3.

Theorem 4. Let A € R™"™ be a symmetric positive definite matriz with eigendecomposition

A U/
A=UAUT = [U, U | iy
Az (U5
where A1 = diag (A1, ..., \g) and Ay = diag (Ak11,...,An) contain the eigenvalues arranged in

descending order. Assume that the eigenvalue ratio vy = A’;\—Zl < 1. Let k be the target rank, p > 2
be the oversampling parameter such that £ =k +p < n, and let ¢ > 1 be the number of subspace
iterations. Furthermore, assume that Q € R™ ¢ and T € R are computed using Algorithm 1
and define A= QTQ'. Then

0<E [tr ((I+K)—1) Ctr ((I+A)—1)} <tr (f(Az)) +tr (f(yzq_lCA2)> :

where f =z /(1 + x), and the constant C' is defined in (3.6).

Proof. Suppose rank(A) = r. Then, A has at most r nonzero eigenvalues, and thus, we can
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define A, _; = diag(Ag+1,...,A\r) so that

A, _
i ] . (3.15)
Onfrfk

We split this proof into several steps.

Step 0: Lower bound

Let Ay > -+ > Ay > 0 be the eigenvalues of T (and also ./A&) By the Cauchy interlacing theorem
(see [89, Lemma 1] for the specific version of the argument), A\; > X; for i = 1,...,¢. Using

properties of the trace operator

N ‘Lo 1
tr((I—i—A) )-u((HA) ):21 XH”_E)_FIHM
: A= N LY
:;( A+ 1+ N\

Since each term in the summation is nonnegative, the lower bound follows.

Step 1. Trace of matrix function

We first write A = QTQ" = QQ'AQQ' = PQAPq, where Pq = QQ" is an orthogonal
projection matrix onto the range of Q. Since A has the same eigenvalues as R = A1/2P Al/? [47,
Theorem 1.3.22],

r ((I + K)*) = tr ((I + A1/2PQA1/2)_1> . (3.16)

Also, since Pq < I, it follows that R = AY/?PgAY2 < A and 0 < A — R. Therefore, from the
proof of [12, Lemma X.1.4] and (3.16),

r ((1 + K)—l) —tr (T+A) ) <tr (I-(T+A-R)™)) =tr (f(A-R)),
where f(x) was defined in the statement of the theorem.

Step 2. Reducing the dimensionality

Let Fg = AgQQQJ{AIq. In Algorithm 1, we compute Y = A9Q and let Y = QRy be the thin
QR factorization of Y. Let Wq = RyﬂIAl_q(I +F{Fg)~'/2 € R®F be defined as in the proof

of [89, Theorem 6]. It was also shown that Wq has orthonormal columns, so that

I
QWq=U [F (I+FJFg)" /2 e RMF,

S
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has orthonormal columns. The following sequence of identities also hold: WQW(S =1
QWoWaQ' = QQ',

and
A-R=A-AZQWQWLQTAY2 =5,

Since f(x) is a monotonic increasing function, tr (f(A — R)) < tr (f(S)).

Step 3. Split into the diagonal blocks

We can rewrite S as

szU[S1 *]UT,
* 82

where * represents blocks that can be ignored and
S; = API— (I+FFs) HAY? Sy =AY 1—Fs(I+F§Fs) 'FJ)AY>

We can invoke Lemma 3.4.0.1, since f(z) = z/(1 + ) is concave and nonnegative on [0, c0).

Therefore, we have

tr (f(8)) <tr (f(S1)) +tr (f(S2)) -

Note that the matrix U disappears, because the trace is unitarily invariant.

Step 4. Completing the structural bound
Using an SVD based argument it can be shown that I — (I + F¢Fg)~t < FJFg, so that

S; = A2(I— (I+F¢Fs) HA? < AVPFIFgA}?.

Therefore, since f is monotonically increasing

k
tr (f(S1) < tr (F(APFEFsAY®)) = 77 (3 [APFEFsAY?)). 317)
j=1

Note that FsA}/2 is (n — k) x k has at most min{n — k, k} nonzero singular values. Looking

more into the structure of F5A1/2, and using (3.15), we can write

—1/2
FeAl? — A2 [ Ak

0 1°31

= AY?

Az:i/Qﬁ2QJ{Al_q+l/2]
0 )
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~

~ Q
where Qy € R—F)*(5+1) guch that Qs = 21, Using the multiplicative singular value inequali-
*

ties [47, Equation (7.3.14)] and repeated use of the submultiplicative inequality gives
o;(FsA)?) <47 1219,90 00, (AY?),  j=1,...,min{k,n—k}. (3.18)
The analysis splits into two cases:

Case 1: k <n — k. Since f is monotonically increasing, using (3.17) and (3.18)

W

tr(f(80) < D f (N |4 FFsA)?) < 2}(%wﬂmu<l%)

3 .
|l
= -

< 7 (10l o (ag™) =t (£ IR0 3A) ).

.
Il
—

Case 2: k > n — k. Since A 1/2 FTF Al/ has at most n — k nonzero eigenvalues, use the fact
that f(0) =0, along with (3.17) and (3.18) to obtain

) < if (Aj [A}/QFgFSA}/QD = :gff (Aj [A}/QFngAi/QD

<2ﬁ(%wnmn<1%)4%<hwmm%m»
To summarize, in both cases tr (f(S1)) < tr (f( 2q= 1||QQQTH3A2)). Similarly, since 0 =<
Fs(I+ FJFg) 'F{, we can show
Sy = AYAI—Fs(I+FIFs) 'F{AL? < A,
so that tr (f(S2)) < tr (f(Az)). Combine with step 3 to obtain
tr (f(8)) < tr (f(A2)) +tr (S 1900 13A2))
Combine this with the results of steps 1 and 2, to obtain the structural bound

(T R)7) (T4 A)7Y) <t (FOF 900 1300)) +tr (£(A2)).

Step 5. The expectation bound

Note that Qs € RO—0)x(E+p) and Q; € R¥**+p) From the proof of [89, Theorem 1], we have
E [”ﬁQQJ{H%] < C, where C was defined in (3.6). By Jensen’s inequality, using the fact that
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f(z) =x/(1+ x) is concave on [0, c0) we have

E[tr (04+A)7) —tr (T4 A)7)] Str (F(A2) +E [tr (£ 122920 1300))

<tr (f(A2) +tr (£ OA)).

Combining this with the lower bound (step 0) completes the proof. O

3.4.2 Proof of Theorem 2

For the remaining discussion, we use the notation
P; = FIE}™F, (3.19)

where F and E}°*° are defined in (2.5) and (2.7), respectively. We will also need

Lemma 3.4.0.2 (See [6]). Let A,B € R"™*™ and let B be a symmetric positive semidefinite
matriz. Then, we have [tr (AB)| < ||A||2tr (B).

Proof. Recall our estimator @aopt(w; ¢) from (3.1). For fixed ¢, using Lemma 3.4.0.2 we have

~

E|@aopt (1) — Baopr (w3 0)] = [tr ((1+ Hon(w))'Z = 1+ Fun(w)) ' Z))|
<N1ZIEfer ((1+ Hon(w)) " = 1+ Fop(w)) 1) |-
Applying Theorem 4 establishes (3.7).

Next, we consider (3.8). Recall the estimator 5]6

absolute error as

aopt (Wi £) from (3.2). We can write the

10 Paopt (w) — 8;®, (w3 0)]

aopt

= tr (((I +H) P (T4 Ho) T — (T4 Hun) 'P(I+ ﬁm)‘l)Z) I
where ?-ALm = QTQ'. We use the decomposition

(T+Hm) 'PjI+Hm) ' — I+ ﬁm)_lpj(l + ﬁm)_l)z
— (DP;(T+ #Hu) ™' + T+ #,)'P,D) Z,

where D = (I+ Huw) ' — (I+ Hum) ! Repeated application of Lemma 3.4.0.2 gives
|0jPaopt(w) — 9 Paops (w; £)| < [[Pj]|2[|Z]2 (H(I +How) "2+ (T4 Hm)_1!\2> tr (D) |.

Since I+ M and I + .y, have eigenvalues greater than or equal to one, ||(I+Huy) 2 + [T+
’ftm)_ng < 2. Finally, taking the expectation and applying Theorem 4, we have the desired
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result. OJ

3.4.3 Proof of Theorem 3

Proof. The proof follows in similar lines as the proof of Theorem 2 except the fact that

in Theorem 3 we do not have Z in the expressions. ]

3.5 Conclusion

We have established an efficient and flexible computational framework for A-optimal design of
experiments in large-scale Bayesian linear inverse problems. The proposed randomized estimators
for the OED objective and its gradient are accurate, efficient, simple to implement and parallelize.
Specifically, the randomized estimators exploit the low-rank structure in the inverse problem;
namely, the low-rank structure of the prior-preconditioned data misfit Hessian—a common
feature of ill-posed inverse problems. We also presented the modified A-optimal criterion, which
is more computationally efficient to compute and can provide designs that, while sub-optimal
if the goal is to compute A-optimal designs, provide a systematic means for obtaining sensor
placements with small posterior uncertainty levels.

Open questions that we seek to explore in our future work include adaptive determination of
the target rank k& within the optimization algorithm, to further reduce computational costs, while
ensuring sufficiently accurate estimates of the OED objective and gradient. Another possible
line of inquiry is to use different low-rank approximations, such as Nystrom’s method, and
extending the randomized estimators to approximate trace of matrix functions. We also seek
to incorporate the randomized estimators in a suitable optimization framework for Bayesian

nonlinear inverse problems, in our future work.
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CHAPTER

4

AN OPTIMIZATION FRAMEWORK FOR
FINDING BINARY DESIGNS

We seek A-optimal designs by solving an optimization problem of the form,

&i}r}v ®(w) + yP(w), W=]0,1]", (4.1)
where the design criterion @ is either the A-optimal criterion ®,,pt(w) or the modified A-optimal
criterion ®poq(w) (see Section 3.2). In the previous chapter, we laid out an efficient framework
for computing accurate approximations to the A-optimal criterion and its gradient. We now
discuss the choice of the penalty term P and the algorithm for solving the optimization problem.

The choice of the penalty term must satisfy two conditions: enforcing sparsity, measured by
the number of nonzeros of the design vector, and binary designs, i.e., design vectors whose entries
are either 1 or 0. One possibility for the penalty function is the ¢p-“norm”, Py, (w) = ||wl|o,
which measures the number of nonzero entries in the design. However, the resulting optimization
problem is challenging to solve due to its combinatorial complexity. A common practice is to
replace the fp-“norm” penalty by the ¢;-norm, Py, (w) = ||w||;. The penalty function Py, has
desirable features: it is a convex penalty function that promotes sparsity of the optimal design
vector w. However, the resulting design is sparse but not necessarily binary and additional
post-processing in the form of thresholding is necessary to enforce binary designs.

In what follows, we introduce a suitable penalty function that enforces both sparsity and
binary designs and an algorithm for solving the OED optimization problem based on the MM

approach. The resulting algorithm takes the form of a reweighted ¢;-minimization algorithm [18].
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The chapter is laid out as follows. In Section 4.1, we present our novel penalty function we
use to solve (4.1). Section 4.2 provides a discussion of the MM approach and how this approach
transforms the non-convex optimization problem into a sequence of convex ones. This algorithm
is tested on our source identification problem from the previous chapter using the randomized
algorithms of Chapter 3, where the numerical results are presented in Section 4.3. The last

section of this chapter, Section 4.4 summarizes our findings.

4.1 Penalty functions

We propose the following penalty function

P(w)=Y" L (4.2)

for a user-defined parameter € > 0. This penalty function approximates Py, for small values of
€; however, as € becomes smaller the corresponding optimization problem becomes harder. To
illustrate the choice of penalty functions, in Figure 4.1, we plot Py o5 along with P, and P,
with ng = 1. Using P in the OED problem leads to the optimization problem,

in ¢ P, . 4.3
min &(w) + 7P (w) (43)
In (4.3), the absolute values in definition of P, can be dropped since we limit the search for
optimal solutions in W. Since P.(w) is concave, (4.3) is a non-convex optimization problem. To

tackle this, we adopt the majorization-minimization (MM) approach.

2‘5 Y
— Py (w)
9 | — Po.os(w)
— Pow
1.5 1
1
0.5
0 w
2

Figure 4.1 Different choices of penalty functions with ng, = 1.
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4.2 MM approach and reweighted /; algorithm

The idea behind the MM approach is to solve a sequence of optimization problems whose
solutions converge to that of the original problem [49, 61]. This sequence is generated by a
carefully constructed surrogate that satisfies two properties—the surrogate must majorize the
objective function for all values, and the surrogate must match the objective function at the

current iterate. More specifically, suppose

Ns

J(w) :(I>(w)+’yz o

c wﬁ—e'
=1

Then the surrogate function g(w[w(m)) at the current iterate w(™) must satisfy

g(w|lw™) > J(w) YweWw,
g(w™|w™) = J(w™).

m+1)

Granted the existence of this surrogate function, to find the next iterate w! we solve the

optimization problem

w™ = arg min g(w|w™). (4.4)

wew

To show the objective function decreases at the next iterate, observe that the next iterate w(™+1)

stays within the feasible region and use the two properties of the surrogate function
J(w(m+1)) < g(,w(m+1)|w(m)) < g(w(m)|w(m)) — J(w(m))’

To construct this surrogate function, we use the fact that a concave function is below its

tangent [61, Equation (4.7)]. Applying this to our concave penalty P.(w), we have
P.(w) < P(w'™) + (w — w™) TV P.(w™),  for all w € W.
With this majorization relation, we define the surrogate function to be
glawlw™) = B(w) + 7 (Pw™) + (w — w™) TV, P, (™))

By dropping the terms that do not depend on w, it can be readily verified that (4.4) can be

replaced by the equivalent problem
w™ = argmin ®(w) + 'yz m)

wew + 6 (4.5)

:mmMMMmm>wh

wew
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where R(w) = diag <(wli€)2 v €+6)2>. We see that (4.5) is of the form of a reweighted
£1-optimization problem. The details of the optimization procedure are given in Algorithm 4.
(We remark that, in Algorithm 4, other metrics measuring the difference between the successive

weight vectors can be used in step 3.)

Algorithm 4 Reweighted ¢; Algorithm.

Input: Initial guess w® e R, stopping tolerance tol, penalty parameters v, e > 0.
Output: Optimal design w* € R"s.

1: Initialize m = 1.

2: Compute

wV) = arg min ®(w) + |Jw|;.
wew

@

while m < Mmyqe and Jw™ — w3 > tol do

4: Update m=m +1
5: Compute
Ns
w™) = arg min ®(w) + v Z i - Wi,
weWw i—1
6: Update

€

Ty = )
(Jwl™ V] + )2

1=1,...,ns.

7. end while
8: Return w(™ = w*.

We conclude this section with a few remarks regarding this algorithm. In our application,
®(w) is convex; therefore, each subproblem to update the design weights is also convex. To
initialize the reweighted ¢; algorithm, we start with the weights r;, = 1, i = 1,...,ns. This
ensures that, in the first step, we are computing the solution of the ¢1-penalized optimization
problem. The subsequent reweighted ¢; iterations further promote binary designs. To solve
the subproblems in each reweighted ¢; iteration we use an interior point algorithm; however,
any solver for appropriate convex optimization may be used. In Section 4.3, we will provide a
discussion of our choice of € for our application. It is also worth mentioning that besides the

penalty function P, used above, another possible choice is ), arctan(|w;|/€) which yields the

weights I

1
wi|? 4

4.3 Numerical results

We now consider solving (2.9) with Algorithm 3 and Algorithm 4. The optimization solver
used for the OED problem is a quasi-Newton interior point method. Specifically, to solve each
subproblem of Algorithm 4, we use MATLADB’s interior point solver provided by the fmincon

function; BFGS approximation to the Hessian is used for line search. We use a vector of all ones,
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1 € R™s as the initial guess for the optimization solver.

For the numerical experiments presented in this section, the random matrix €2 in Algorithm
1 is fixed during the optimization process. However, because of the randomness, the accuracy of
the estimators, and the optimal design thus obtained, may vary with different realizations of €2.
By conducting additional numerical experiments (not reported here) the stochastic nature of
the estimators resulted in minor variability (at most one or two sensor locations) in the optimal
experimental designs for a modest value of £. On the other hand, if ¢ is sufficiently large, we
observed that the same design was obtained with different realizations of €2.

We now consider the choice of the value of € in (4.5). The user-defined parameter e controls
the steepness of the penalty function at the origin; see Figure 4.1. However, we observed that
if the penalty function is too steep, the optimization solvers took more iterations without
substantially altering the optimal designs. We found e = 1/2% to be sufficiently small in our
numerical experiments, and we keep this fixed for the remainder of the numerical experiments.

In Section 4.3.1, we investigate the performance of our proposed reweighted ¢1-optimization
approach. Next, we utilize the proposed optimization framework to compute A-optimal designs
in Section 4.3.2. Finally, in Section 4.3.3, we compare A-optimal sensor placements with those

computed by minimizing the modified A-optimal criterion.

4.3.1 Performance of the reweighted ¢, algorithm

We perform two numerical experiments examining the impact of changing ¢ and the penalty
parameter 7 (in (2.9)). In the first experiment, we fix the penalty coefficient at an experimentally
determined value of v = 3, and vary ¢; the results are recorded in Table 4.1. Notice when ¢ > 127,
the objective function value evaluated with the optimal solution, the number of active sensors,
and number of subproblem solves do not change. This suggests that the randomized estimators
are sufficiently accurate with ¢ = 127 and this yields a substantial reduction in computational

cost.

Table 4.1 Number of subproblem solves (4.5), function evaluations, and active sensors for varying ¢
with the reweighted ¢; algorithm and ngs = 109.

£ | subproblem solves | function count | function value | nSactive
57 10 395 39.0176 38
67 9 610 44.7219 30
7 9 790 44.5484 29
87 9 756 44.1142 30
127 9 1015 44.1139 30
207 9 978 44.1139 30
307 9 970 44.1139 30
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The second experiment involves varying ~, which indirectly controls the number of sensors in
computed designs, with £ kept fixed. Here we fix £ = 207, which corresponds to an accuracy on
the order of 10~ for the A-optimal criterion (cf. Figure 3.2). In Figure 4.2, we report the design
weights sorted in descending order, as - varies. This shows that the reweighted ¢; algorithm
indeed produces binary designs for a range of penalty parameters. We also notice in Figure 4.3
that as 7 increases the sparsity increases (i.e., the number of active sensors nsactive decreases)
and the number of function evaluations increases. The right panel compares the cost of solving
an {1-penalized problem for the corresponding penalty parameter «y. Since this problem is the
first iterate of the reweighted ¢; algorithm we see that an additional cost is required to obtain

binary designs and this cost increases with increasing ~y (i.e., more sparse designs).

L ~v=0.1
0.9 420.5
0.8+ 7=1
—— =2
0.7 ——~=3
—o— =4
73 0.6 ——~=5
——~=8
=05 1
(=]
‘© 0.4
=
0.3
0.2r
0.1
20 40 60 80 100

sorted index

Figure 4.2 Optimal designs as a result of varying v with the reweighted ¢; algorithm for the A-
optimal criterion. We set ¢ = 207.

4.3.2 Computing optimal designs

In Figure 4.4 (left), we report an A-optimal sensor placement obtained using our optimization
framework, with £ = 207 and ~ = 5; the resulting optimal sensor locations, with 18 active sensors,
are superimposed on the posterior standard deviation field. While the design is computed to yield
a minimal average variance of the posterior distribution, it is also important to consider the mean
of this distribution. For completeness, in Figure 4.4 we show the “true® initial condition (middle
panel), used to generate synthetic data, and the mean of the resulting posterior distribution
for the 18 active sensor design (right panel). With the 18 sensor design, we also illustrate the
resulting uncertainty reduction by looking at the prior and posterior standard deviation fields;
see Figure 4.5.

We now compare the designs obtained using the reweighted ¢; algorithm and our estimators
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Figure 4.3 The effect of varying v on the reweighted ¢; algorithm for the A-optimal criterion. We set
¢ =207.
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Figure 4.4 Standard deviation computed using the optimal design indicated by the gray circles (left).
True initial condition (middle) and initial condition reconstruction (right). The optimal design was
computed using ¢ = 207, the reweighted ¢; algorithm, and v = 5.

against designs chosen at random, illustrating the effectiveness of the proposed A-optimal design
strategy. Recall that varying v allows us to obtain optimal designs with different numbers of
active sensors. For each value of 7, we use Algorithm 3 and Algorithm 4 to compute an optimal
design. We then draw 15 random designs with the same number of active sensors as the optimal
design obtained using our algorithms. To enable a consistent comparison, we evaluate the exact
A-optimal criterion ®,opt(w) at the computed optimal designs and the random ones; the results
are reported in the left panel of Figure 4.6. The values corresponding to the computed optimal
designs are indicated as dots on the black solid line. The values obtained from the random
designs are indicated by the squares. We note that the designs computed with the reweighted ¢;
algorithm consistently beat the random designs, as expected. This observation is emphasized in

the right panel of Figure 4.6. Here, we compared the computed optimal design (when v = 3)
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Figure 4.5 Comparison of the prior standard deviation field (left) with the posterior standard devia-
tion field (right) computed using the optimal design indicated by the gray circles.

with 1500 randomly generated designs using the exact trace of the posterior covariance. Again,

the computed design results in a lower true A-optimal value than the random designs.
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Figure 4.6 The true A-optimal criterion computed using the optimal and randomly generated de-
signs. The optimal designs were computed using the A-optimal criterion and the reweighted ¢; algo-
rithm for different values of ~ (left). Comparing the computed optimal design when v = 3 to 1500
randomly generated designs (right).

4.3.3 Comparing A-optimal and modified A-optimal designs

Here we provide a quantitative comparison of sensor placements obtained by minimizing A-

optimal and modified A-optimal criteria using our proposed algorithms. Specifically, for various
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values of v, we solve (2.9) with both the A-optimal and modified A-optimal estimators to obtain
two sets of designs. By varying -y, the resulting designs obtained with the A-optimal and modified
A-optimal estimators have different number of active sensors. Using both sets of designs, we
evaluate the exact A-optimal criterion ®,qpt(w); these are displayed in Figure 4.7. Observe that
in all cases the computed A-optimal and modified A-optimal designs lead to similar levels of
average posterior variance. This suggests that the modified A-optimal criterion could be used as
a surrogate for the A-optimal criterion. Using the modified A-optimal criterion decreases the
overall number of PDE solves and yields designs that result in values of the average posterior

variance close to those produced by A-optimal designs.
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Figure 4.7 Comparison of designs obtained by minimizing the (approximate) A-optimal and modified
A-optimal criteria. For each design, we report the exact trace of the corresponding posterior covari-
ance operator.

4.4 Conclusion

In this chapter, we have presented a reweighted ¢; algorithm to solve (4.1), which also produces
sparse and binary designs. This method is easy to implement and is applicable to both the
A-optimal and modified A-optimal design problems. Numerical experiments suggest that the
optimization approach produces reasonable designs that outperform randomly chosen designs.
Beyond optimal sensor placement, this optimization approach may find applications in other

binary optimization problems requiring sparse solutions.
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CHAPTER

5

EFFICIENT COMPUTATION OF THE
OED PROBLEM WITHOUT ADJOINT
PDE APPLICATIONS

The A-optimal methods discussed in Chapter 3 help reduce the number of forward and adjoint
PDE solves for computing an optimal design. However, these methods assume the availability of
accurate and efficient solvers for both the forward and adjoint problems. It may be desirable
to reduce or completely eliminate the need for adjoint PDE solvers for computing optimal
designs for three reasons: (1) for complex PDE models with coupled multiphysics, deriving and
implementing the adjoint may be time consuming; (2) many forward PDE implementations are
based on legacy software implementations and do not have adjoint capabilities; and (3) the
adjoint solves might be computationally expensive. The goal of this chapter is to present an
efficient method to solve (4.1) using the A-optimal (2.8) and D-optimal (2.13) criteria when
an adjoint solver is not available. The adjoint-free methods presented in this chapter are also
advantageous because they can be parallelized and implemented efficiently to decrease the
number of PDE computations within the optimization scheme.

As with the approach in Chapter 3, the adjoint-free methods rely on randomized subspace
iteration for computing low-rank approximations. We assume the prior covariance operator
| -
approximation of the prior covariance operator. Combining this approximation with a different,

has rapidly decreasing eigenvalues. Then, we use Algorithm 2 to compute a low rank

but equivalent, formulation of the posterior covariance operator, we eliminate the need for an
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adjoint solver. We use this idea to compute A- and D-optimal designs.

The chapter is organized as follows. Section 5.1 includes the details regarding the reformulated
expressions of the posterior mean and covariance operator. In Section 5.2, we describe how each
criterion (A- and D-optimal) is simplified to eliminate the need for the adjoint applies. Section 5.3
includes the computational procedure for the adjoint-free randomized estimators. Section 5.4
includes the numerical results using the reweighted ¢; algorithm from Chapter 4 and the
adjoint-free algorithms developed in this chapter on a contaminant source identification problem.

Finally, Section 5.5 provides closing remarks and future work regarding the adjoint-free methods.

5.1 Reformulation of the posterior covariance

As discussed in Chapter 2, the posterior covariance operator provides a meaningful description
of the uncertainty in linear inverse problem solutions. However, the expressions defined in (2.4)
require the application of F* to appropriately sized vectors. Since we have assumed that this
computation is infeasible, we present an approach to eliminate the applications of the adjoint
operator. We begin by reformulating the expressions in (2.4). Notice that in (2.4), the discretized
posterior covariance operator contains the operator F*I'yoise F : (Wi, (-, )m) = (Vn, (5 )m)- In
our reformulation, we want to have an expression for the mean and covariance matrix that
includes FT'
By using the spectral decomposition of the prior covariance matrix, I'
FI' . F* as

F*: (R™™, (-,-)) — (R™"™ (,-)), instead of operators on the parameter space.

prior

= VAV™* we express

prior

prior

FT . F* = FVAV*F* = (FV)A(FV)*, (5.1)

prior

and V € R™" contains the
F* can be constructed by forming FV

where A € R™" is the diagonal matrix of eigenvalues of T'
as columns. Note that FI'

prior

eigenvectors of T'

prior prior

without using F*. However, this is still computationally expensive, since forming F'V requires
n applications of the forward operator. Recall that the problems we target with our methods
assume the discretized parameter dimension n is very large. To reduce the computational cost,

~ V,A,V,

we work with a low-rank approximation of the prior covariance operator, i.e., I‘prior
with 7 <« n. The details of this analysis are discussed in Section 5.3.

The idea of using a low-rank approximation of the prior covariance operator to eliminate
adjoint PDE applications is not new. It has been explored within inverse problem theory [97]
and has been successfully implemented in geophysical applications to solve inverse problems in
an adjoint-free manner [56]. Here we obtain optimal designs, in addition to solving the inverse
problem.

To begin the construction of the adjoint-free methods, we consider an alternate (but equiva-
lent) expression of the covariance operator. Proposition 5.1.1 states the reformulated expressions
for the posterior covariance and mean, which define the solution for linear inverse problems with
a Gaussian prior and additive Gaussian noise model. We start by recording a known technical

lemma.
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Lemma 5.1.0.1. If A and B are symmetric positive semi-definite n X n matrices, then AB

has non-negative eigenvalues.

Proof. See [10, Chapter 3, Exercise 18]. O

Next, recall from Chapter 2 that

+ W2l wi/i2p)-! (5.2)

noise

—1

FPOSt(w) = (Fprior

is defined as the weight-dependent posterior covariance operator. The corresponding expression
for the weight-dependent posterior mean (MAP point) is

Mpost (W) = Tpost (w) (F* WL L W2y + T mpion). (5.3)

We state and justify the equivalent expressions for the weight-dependent posterior covariance

and mean in Proposition 5.1.1 [59, 97]. Here we assume that I'use is diagonal, which indicates

uncorrelated observations.

Proposition 5.1.1. Assuming T'yeise is diagonal, then

FPOSt(w) = Fpm’or - FpriorF*(FWOise + WFI‘priorF*)_IWFrprior' (54)

Furthermore,

Mepost(W) = Mppior + T iy B (Troise + WET 0 F*) "W (y — Fmprior). (5.5)

prior

Proof. Since we assume I'jgise and W are both diagonal, in (5.2), W1/2I‘;C)1156W1/2 can be written
as I‘goliseW. We next verify that I'yoi5e + WFT F* is invertible. We do this by showing that (i)
FT' ;o F" is symmetric positive semi-definite (with respect to the Euclidean inner product) and
(ii) applying Lemma 5.1.0.1 to show that the eigenvalues of I'ypise + WFT

To show FTI

prior

priorE . are positive.

F* is symmetric positive semi-definite, we proceed as follows. To show

prior
symmetry, we use the definition of F* and the fact that ' ;,, is symmetric with respect to the
M-weighted inner product (see Figure 2.1) to write
(FrpriorF*)T = (FM_lF;)rriorF)T = FI‘priorM_lFT = FrpriorF*'

Next we show that FT'
is positive definite with respect to the the M-weighted inner product, (-,-)y. Then, for any
x € R,

priorE 18 positive semi-definite. Recall that the prior covariance operator

Frg=a FM 'T], F'z
= (' FMHr! . MM 'F'x)

prior
T
=z MTI z, T

z FT

prior

priorz = < priorz>M > 07
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where z = M~ 1F " z.

Finally, we can show the eigenvalues of T'pise + WFT F* are positive. Since both W and

prior
FT' ., F" are positive semi-definite, then the product WFT
by Lemma 5.1.0.1. Furthermore, by adding 'y, @ symmetric positive definite matrix, to
WET ., F* is

invertible.

priorE . has non-negative eigenvalues

F*, the eigenvalues of the sum become positive and therefore, I'yoise + WFI‘pm]r
Applying the Sherman-Morrison-Woodbury formula [75] to (5.2) yields (5.4), the equivalent
expression of the posterior covariance matrix.
The final step of the proposition is showing (5.5) is an equivalent expression for the mean of the
posterior. The expression (5.5) is obtained by a straight-forward calculation; we substitute (5.4)

into (5.3) and rearrange the resulting expression.
O

Using (5.4) as the expression for the posterior covariance operator, our approach is two-fold:

we exploit the symmetry in FT'_ . F* to eliminate the adjoint PDE operators in the posterior

prior

covariance operator and replace I’ with a low-rank approximation. This ensures applications

prior
of the prior covariance matrix are computationally efficient. In the next section, we formalize

our strategy for the A-optimal and D-optimal design criteria.

5.2 Design criteria and their gradients

In the previous section, we discussed Proposition 5.1.1 as the first step to eliminate the need
for adjoint applies. In this section, we show how the reformulation of the posterior covariance
operator is used to simplify the expressions for the A- and D-optimal criteria, along with their
respective gradients, in terms of operators on the measurement space.

Representing the prior covariance by its spectral decomposition, I' = VAV™*, we define

prior

B=FT . F* = (FV)A(FV)* and C=FT?, F* = (FV)A*(FV)". (5.6)

prior prior

The precise implementation details for computing the decomposition Lo = VAV* is discussed
in Section 5.3.1. Using B and C, we simplify the A- and D-optimality criteria to devise a
convenient strategy for their computations. Note that computations of B and C only require

FV and therefore can be done in an adjoint-free manner.

A-optimal criterion and its gradient

We begin with the A-optimal criterion defined in (2.8). Using (5.4) from Proposition 5.1.1, we
obtain

(I)aOPt(w) = —tr (FpriorF*(FHOiSG + WFFpriorF*)71WFFprior) .
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Then, by the cyclic property of the trace function and the definitions in (6.9), we write the

A-optimal criterion as follows:
q)aopt(w) = —tr ((Fnoise + WB)_1WC) . (57)

Next, we consider the reformulation of the gradient of the criterion. To aid in the gradient

computation, we define

OW
5y —Ei=In @ eje; (5.8)
J

where e; is the j% column of I,,,. Using Theorems B.17 and B.19 from [104], the derivative
of (5.7) with respect to each wj is

8@30131; ('lU)

G =t ((Toise + WB) 'E;B(T'noise + WB) 'WC — (Tyoie + WB)'E;C)
J

for j =1,...,ns. A straightforward simplification yields,

8(I)aopt(UJ)

e =t (Ej[B(Thoise + WB)'W — I, ,,,]C(Tpoise + WB) 1), (5.9)
J

for j =1,...,ns. The derived expressions of the A-optimal criterion (5.7) and its gradient (5.9)

are in terms of B and C, which only require computation of FV and are therefore, adjoint-free.

D-optimal criterion and its gradient

Recall the definition of the D-optimal criterion in (2.13). Using Sylvester’s determinant iden-
tity [82, Corollary 2.1] and by assuming that I'yoise is diagonal, we write the D-optimal criterion
as

D gopt (w) = logdet(I+ T . WFT

*
noise F )

prior

Then, through the use of (6.9) and basic properties of the log-determinant, we obtain

(I)dopt (w) = log det(rx:olise(rnoise + WB))

= log det(l"_1 ) + log det(Thoise + WB).

noise

-1

Further simplification occurs because I'_ .

does not depend on w, resulting in the expression

of the D-optimal criterion,
(I)dopt(w) = log det(rnoise + WB) (510)

The gradient computation of the D-optimal objective function again utilizes Theorems B.17 and
B.19 from [104], which results in the gradient

9;Paopt(w) = tr (E;B(Thoise + WB) '), (5.11)
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for j=1,...,n,.

Recall that we have defined our criteria and their respective gradients in terms of the matrices
B and C from (6.9). The computation of these matrices require efficient evaluation of FV.
However, FV is the same size as F (ngny x n), suggesting that the cost of computing FV
is equivalent to building F. To ensure that our method is computationally efficient, we seek

a low-rank approximation of T' to decrease the number forward PDE solves required to

prior

compute FV.

5.3 Computational procedure

In this section, we begin by describing the computation of a low-rank approximation of I‘prior

and then using the approximation, we discuss the efficient evaluation of the OED criteria. We

mention that our approach is only suitable for problems where T' can be approximated with

prior

a low-rank approximation with sufficient accuracy.
5.3.1 Low-rank approximation of I ; .

Since the prior covariance is symmetric with respect to the M-weighted inner product, we use the
M~1/2_ to obtain an operator that is symmetric with respect
M~1/2,

. . . . 1 2
similarity transformation, M/ Lior

to the Euclidean inner product. As a result, Algorithm 2 can be applied to M/2T"
Let T'

prior

prior = VAV™ be the spectral decomposition of the prior covariance. Note that

M-Y2 — MY2VAV*M /2
= MY2VAV I MM /2
= VAV,

M/2r

prior

with V = M2V and VTV = I. From this, we obtain the relationship V = M~1/2V. This
relationship allows us to compute a low-rank approximation of I’
M~1/2,

In our work, we apply Algorithm 2 to M/2T
that k is the target rank of I

Then we obtain

by obtaining the spectral

prior

. 1/2
decomposition of MY/ Lo

—1/2 .
priorV /2 with parameters k and p. Recall
prior and p is the oversampling parameter and define r = k + p.

MY2r . M2~ VA, V]

prior

The result is a low-rank approximation of I’ which satisfies

prior
. .M'~V,AV,/S, (5.12)

where \N/'r = MY 2\77". Assuming M/2 and M~1/2 are easy to compute, the algorithm is
straightforward to implement. Additionally, the implementation of Algorithm 2 decreases the

computational cost because the algorithm can be applied in parallel and in a matrix-free manner.
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Now let f‘r = F\~7T. Then using the approximation (5.12), we estimate B and C defined

in (6.9) by
B=F.AF and C=FA’F/, (5.13)
respectively. Recall that the matrix \Nfr € R™*" where n is the discretized parameter dimension
and r is the target rank for the prior covariance matrix. Therefore, the computation of ]?‘T €
R"™s" X" requires r PDE solves. And since B € Rusnexnsne gnd C € RnsmXnsme do not depend
on the weight vector w, these operators can be precomputed. We mention that if the number of

observations are too large, i.e., nyn; > r, then the storage of B and C may not be feasible and
instead, one could store f‘r € R™s"t*" and ./~\r to efficiently compute the OED.

Computing the A-optimal criterion

Using the estimators B and C from (5.13), the adjoint-free estimator of the A-optimal criterion
is defined as

(/I\)aopt(UJ) = —tr ((I‘noise + Wﬁ)*lwa) . (5.14)

And the adjoint-free estimator of the gradient is

—

8,9, (w) =tr (Ej (B(Cuoise + WB) "W — I, ., ) C(Troise + W]§)*1> , (5.15)

aopt
for j = 1,...,ns. We present the algorithm for computing the A-optimal criterion and its
gradient defined in Algorithm 5.

The algorithm consists of two parts: precomputation and evaluation of the A-optimal
estimator and its gradient. The precomputation is done once per OED problem and consists of
r forward PDE solves to compute and explicitly store B and C. Note that the evaluation of the
A-optimal criterion and its gradient require no additional PDE solves.

As a part of the algorithms presented in this chapter, we require computation of the expression
tr (E;X), for j =1,...,n,, where X € R""™*"s™ ig context-dependent. Instead of computing
tr (E;X) for each j, we suggest a vectorized MATLAB implementation to compute all of the
terms simultaneously by taking advantage of the definition of E; in (5.8). The computation
consists of taking the diagonal of X, reshaping it to be size ng x ns, and then summing along

the rows of the new matrix. This observation is justified since for j =1,...,ng,

ne
(X)) =D (i t)natis = 1nai-
=1
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Algorithm 5 Randomized method for computing Zﬁaopt(w) and ﬁaopt (w).

Input: Target rank k, oversampling parameter p > 2, design w, mass matrix M and I
Output: OED objective EI;aOpt('w) and gradient %aopt(w).

prior*®

Precomputation

Compute [V, A,] = randEig(M'/2I"_. M~%/2 k. p) and compute V = M~1/2V.
fori=1tor=k+pdo
Compute f;=Fwv;, where v; are the columns of V.

end for L R
Let F.=[f,,..., f,] and compute F, A, F, =B € R™%"x"sn and F.A2F,| =C € Rsnexnsne,

prior

Evaluating (iaopt(w) and %aopt(w)

6: Compute S = (T'yoise + W]?&)_1 and P = (]§SW — Insnt) CS.
7: Compute

~

D popt (W) = —tr (SW@) .
8 for j =1tons do
9: Compute

10: end for R -
11: Return ®yop¢ (w) and VO, (w; 7).

So, written in MATLAB notation, we have

tr (E1X)
tr (EQX)
) = reshape(diag(X), ns, n¢)1,
tr (E,.X)
where 1 =[1,1,...,1]T € R™,

Computing the D-optimal objective function

The D-optimal estimator is computed in a similar way as the A-optimal criterion. We utilize the
same definition of B as in (5.13) to obtain the adjoint-free estimator of the D-optimal objective

function
@dopt ('LU) == log det(rnoise + WB) (516)

The corresponding gradient of the estimator is

—

9;®,, . (w) =tr (E;B(Thoise + WB) 1), (5.17)

dopt
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for j=1,...,n,.
Algorithm 6 describes the procedure for computing the estimators estimators of the D-

optimal objective function and its gradient from (5.16) and (5.17).

Algorithm 6 Randomized method for computing @dopt(w) and %dopt('w).

Input: Target rank k, oversampling parameter p/2\2, design w, mass matrix M and I' ;.
Output: OED objective ®yopt(w) and gradient V& gqpe (w).

Precomputation

Compute [\Af, Al = randEig(Ml/Zl" M-1/2 k,p) and compute V = M-1/2V.
for i =1tor do

Compute f; =Fwv;, where v; are the columns of V.
end for

Let F, = [f1,.-., fr] and compute f‘TArf‘::ﬁ € RnsXT,

prior

Evaluating i)dopt(w) and %dom(w)

6: Compute S = (I'yoise + VV]T%)_1 and P = BS.
7. Compute

@dopt (w;r) = log det(Tpoise + W]§)

8 for j =1tons do
Compute

—

8j<1>d0pt('w) = tr (E]P) .

10: end for -
11: Return ®gop¢(w) and VO4opt (w).

Notice that the precomputation for Algorithm 5 and Algorithm 6 are similar. The difference
is that the A-optimal estimators require both B and (A], while the D-optimal estimators only
require B. Therefore, the D-optimal estimators require less storage than Algorithm 5. However,

both criteria require r forward PDE solves to compute an optimal experimental design.

Computing the MAP point

The adjoint-free framework can be used to compute the MAP point. While the OED problem
requires no knowledge about the MAP point, in application problems, it is common to utilize the
MAP point to represent the reconstruction of the unknown parameter. However, since we have
assumed that the adjoint of the forward PDE operator is unavailable, using (5.3) to compute
the posterior mean is infeasible. Instead we approximate the MAP point by using (5.5) along

with the low-rank approximation of the prior covariance operator. The resulting adjoint-free
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estimator of the MAP point is
mpost ~ mprior + VD:/E\‘:(Fnoise + Wﬁ)_l(y - WFmprior)>

where B and F, are defined in (5.13) and F is the forward PDE operator. Notice that the
computation of the MAP point requires r + 1 forward PDE solves: r forward PDE solves are

needed to compute f‘r and one forward PDE solve is needed to compute Fmprior.

5.4 Numerical results

In this section, we illustrate the usefulness of the adjoint-free estimators to compute optimal
designs for the model source identification problem described in Section 3.3.1. Recall that for this
model problem, the prior covariance is the square of a Laplacian-like operator A~2. To utilize
the adjoint-free estimators for the A- and D-optimal criterion, the prior covariance operator
must be approximately low-rank. Therefore, we begin by numerically investigating if our choice
of I'

We do this by looking at both the decay of eigenvalues and the resulting cumulative eigenvalue
fraction. Let Ay > A9 > ... > A\, > 0 be the eigenvalues of I

eigenvalue fraction (or ratio of variances) for the first i eigenvalues by

prior Satisfies the assumption that the prior covariance operator is approximately low-rank.

prior- We define the cumulative

Z;‘:l Aj

—_ for 1 <i<n.
Z?:lAj’ -

£(i) =
Figure 5.1 shows the eigenvalue decay and the cumulative eigenvalue fraction &(i) for our choice
of the prior covariance operator, where the discretized parameter dimension is n = 2605. The
cumulative eigenvalue fraction indicates it is reasonable to assume that the prior covariance is

approximately low-rank. Specifically, Figure 5.1 indicates the first 73 eigenvalues of I' result

prior
in 97% of the cumulative eigenvalue fraction. In a similar way, 99% of the cumulative eigenvalue

fraction of I' is obtained with 175 eigenvalues.

prior
Next, we solve (4.1) using our adjoint-free estimators to estimate the OED criterion. In the
remainder of the section, we consider values of r > 98 in Algorithm 5 and Algorithm 6 to ensure

a sufficiently accurate low-rank representation of T' Additionally, we use the reweighted ¢

prior*
framework described in Algorithm 4 as means to ensure a sparse and binary solution to (4.1),
with the user-defined parameter in this algorithm chosen to be € = 1/28. We also fix the penalty

coefficient in (4.1) to be v =9 for the entirety of this section.

5.4.1 A-optimal designs

In this experiment, we specifically focus on understanding how the choice of r in Algorithm 5
affects the resulting designs. Using the prescribed parameters, we compute designs for r = 98,
200, 400, and 1000. The resulting designs are shown in Figure 5.2. We see from Figure 5.2 that
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Figure 5.1 The eigenvalue decay (left) and the cumulative eigenvalue fraction (right) of T' ;.

the design computed with r = 98 has only one sensor location which differs from the designs
computed with other target ranks. This indicates that beyond a certain target rank, the designs
show very mild dependance on the target rank suggesting that the low-rank approximation is
sufficiently accurate. Furthermore, the adjoint-free designs obtained are in good agreement with

the designs obtained using the method of Chapter 3.
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Figure 5.2 Designs computed using r = 98 (left), »r = 200 (middle left), » = 400 (middle right), and
r = 1000 (left).

We also make some remarks regarding the computational cost of the method in Table 5.1.
Specifically, we record both the time needed to precompute (5.13) and to solve (4.1). The
precomputation time increases as r increases; however, the time to solve the optimization
problem remains approximately constant. The computational cost of computing a solution to the
optimization problem also remains approximately constant in terms of the number of function

evaluations and outer iterations to terminate the reweighted ¢; algorithm.
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Table 5.1 Numerical results obtained from computing the A-optimal designs in Figure 5.2.

r 98 200 400 | 1000

Precomputation (seconds) 9.61 | 12.73 | 18.95 | 38.69

Optimization (seconds) 17.31 | 16.82 | 19.01 | 17.88

Number of function evaluations | 1322 | 1283 | 1312 | 1238
Outer iterations 14 12 12 12
NSactive 13 13 13 13

5.4.2 D-optimal designs

Using the D-optimal estimator described by Algorithm 6 with » = 98, 200, 400, and 1000, we
solve (4.1) to obtain 4 optimal designs. These designs are shown in Figure 5.3. In each subfigure,
we see that the designs have many sensors in common and that the designs using r = 400 and
r = 1000 are identical.
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Figure 5.3 Designs computed using r = 98 (left), » = 200 (middle left), » = 400 (middle right),
r = 1000 (right) with D-optimal criterion.

We record observations about the optimization procedure in Table 5.2. As with the A-optimal
criterion problem, the precomputation time increases while the amount of time to solve the
optimization problem remains relatively constant. We mention that here we use the same value
for the penalty coefficient 7 in (4.1) for both the A- and D-optimal designs. As shown in Table 5.1
and Table 5.2, the same penalty coefficient yields different number of active sensors, nsactive, for
the A- and D-optimal designs. Therefore, a comparison between the A- and D-optimal is not

performed at this time.

5.5 Conclusion

The randomized adjoint-free methods presented in this chapter are a convenient choice when

solving the OED problem for Bayesian linear inverse problems in which an implementation of
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Table 5.2 Numerical results obtained from computing the D-optimal designs in Figure 5.3.

r 98 200 400 | 1000
Precomputation (seconds) 9.63 | 12.72 | 18.93 | 38.53
Optimization (seconds) 6.47 | 7.01 | 8.85 | 7.97
Number of function evaluations | 683 | 734 837 765
Outer iterations 6 6 7 7
NSactive 29 32 33 33

the adjoint PDE solver is either unavailable or undesirable. These methods are constructed with
the assumption that the Gaussian prior covariance operator can be chosen to be approximately
low-rank. Therefore, problems where this assumption is reasonable benefit from a decreased
computational cost through use of the adjoint-free estimators. Specifically, the algorithms
developed require fewer forward solves in comparison to the methods in Chapter 3 for evaluating
the objective function. In addition, the benefits of the Algorithm 1 are also inherited by the
methods presented in this chapter. That is, our algorithms are easy to implement, parallelizable,
and can be applied in a matrix-free fashion. The numerical results confirm that our proposed
adjoint-free method is efficient when the prior covariance is approximately low-rank. However,

this may not be true under all circumstances and a different approach may be needed.

o7



CHAPTER

§

A NON-INTRUSIVE SURROGATE
MODEL FOR PREDICTING
MICROSTRUCTURE MORPHOLOGIES
DURING PHYSICAL VAPOR
DEPOSITION

While our focus, thus far, has been on efficient solution methods for OED problems, this chapter’s
goal is to develop a surrogate model for physical vapor deposition (PVD). PVD is a broad
category of experimental processes, where thin films are applied to a substrate of choice [7, 70,
72]. The process consists of solid (metal) materials being converted to a vapor and deposited to
a surface, where the vaporized materials are returned to solid form. This process allows very thin
coatings to be applied to various substrates. Because the choice of materials being used to create
the thin film react and form structures at the microscopic scale (microns to centimeters), the
resulting thin film may exhibit favorable properties such as conductivity, strength, and corrosion
resistance [7]. Consequently, PVD has been successfully utilized as a process to apply thin films
to surfaces with applications in aerospace, automotive industry, manufacturing, textiles, and
electronics [7, 90]. Moreover, PVD is used by scientists to fabricate new types of materials,
which may lead to advancements in these application areas [33].

The PVD process can be described using a mathematical model developed in [95]. This
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model involves a set of coupled PDEs and is solved with a numerical scheme (finite difference
in space and explicit Euler in time) for a set of uncertain parameters after appropriate non-
dimensionalization, 8 € [—1,1]™. Although the PDE model provides a systematic framework to
simulate the PVD process, the computational cost of the model hinders efficient exploration
of the parameter space. This is the motivation for our work; a surrogate model results in the
ability to explore the parameter space with smaller computational cost than using experiments
or detailed numerical simulations. Moreover, in the framework we use, global sensitivity analysis
can be performed on the surrogate model to determine the importance of model parameters using
the theory of polynomial chaos. Finally, a surrogate model can be used to inform experimentalist
as to which parameters may yield a favorable output and therefore, physical costs associated
with running experiments can be controlled.

More specifically, we assume that the random field of interest is the output of the high-fidelity
PDE model of the form g : [-1,1]™ — R¥ where n, is the number of input parameters and N
is the grid size of the discretized system. The high-fidelity model for PVD is computationally
expensive so a surrogate model g is desirable. Our strategy is to construct a surrogate model
for the random vector g using a combination of principal component analysis (PCA) and
polynomial chaos expansion (PCE). Both of these mathematical tools allow a surrogate model
to be constructed in a non-intrusive manner. That is, we use samples from the high-fidelity
model g to create an approximate model, which describes the input-output relationship between
the model parameters and the resulting output of the high-fidelity model. Specifically, PCA is
used to find a lower-dimensional subspace that yields approximate realizations of g(@). Then a
linkage between the coefficients of the PCA expansion and the model parameters 8 is formed
using PCE. The result of these two steps is a low-fidelity model, g. The strategy of combining
PCA and PCE to create a surrogate model has been explored both from a theoretical point of
view and applied to different applications, [4, 25, 39, 62, 65, 73, 77, 109]. To our knowledge, this
has not been applied to PVD.

This chapter is structured as follows. Section 6.1 includes a description of the high-fidelity
model: (1) the physics-based PDE model describing the process of PVD and the corresponding
computational procedure and (2) computation of the two-point statistics. Section 6.2 provides
an overview of the non-intrusive methods that are used to construct the surrogate model: (1)
PCA and (2) PCE. Section 6.3 describes numerical results associated with constructing the
surrogate model and the corresponding approximation error. And Section 6.4 summarizes the
work presented in this chapter and future work needed to be done with respect to applying the

mathematical theory to the PVD process.

6.1 High-fidelity model for PVD

As mentioned earlier, PVD is an experimental processes to apply thin film coatings to surfaces.

The properties of the thin films are typically determined based on the structure of the material
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at a microscopic scale. The term “microstructure” of a material is defined as the physical
composition of the material at the micro scale over a physical domain. The microstructure
consists of phases which are separated by boundaries, where a phase is a section of the material
which exhibits a unique chemical makeup. For our work, we consider a binary alloy thin film as
the output of the PVD process; therefore, we have two phases (one for each species) that define
the microstructure of the thin film.

Our goal is to develop a surrogate model g to describe the structure of the microstructure for
a given set of uncertain model parameters 6 € [—1, 1]"». Within the materials science community,
microstructures are commonly analyzed in terms of the two-point statistics of their phases
within the microstructure [19, 35, 52, 54, 62, 83, 109]. The reason we consider a microstructure’s
two-point statistics is because it provides details into each realization of the spatial structure
of the composition. Therefore, we seek to create a surrogate model describing the two-point
statistics of each microstructure obtained for a variety of process parameters. The discretized
autocorrelation field is what we consider as the output of our high-fidelity model g. In this
section, we discuss the PDE model we use to describe the PVD process and the computation of
high-fidelity model.

6.1.1 Phase-field PVD model and numerical solution

We generate samples of our high-fidelity model g by solving a physics-based model developed
in [95]. The model was constructed to account for the major aspects of the PVD process and
has been shown to capture experimentally observed thin film microstructures. Specifically, the
model accounts for the transport of the vapor to the top of the thin film, the transition of
vapor to solid thin film, and the separating dynamics of the two alloys within the thin film.
The authors of [95] use phase-field modeling techniques to derive the model. We devote this
section to explaining the mathematical model for the PVD process of a binary alloy thin film

and describing the computational procedure used to solve the phase-field model.

Phase-field model

Phase-field models are commonly used to describe the evolution of microstructures and their
resulting properties [22, 76]. The models describe the evolution of materials (e.g., phase o and
phase beta during phase separation), by taking into account the amount of energy needed to
convert between the two phases. Phase-field models are advantageous because they assume a
diffuse interface instead of a sharp transition between phase o and phase 8. This means that the
transition between the two phases is assumed to be continuous over a small finite width. As a
result, the evolution of the interactions between two phases can be described with one continuous
field instead of tracking the individual interfaces between the two phases. The continuous fields
are often called phase-fields or order-parameters.

In [95], the phase-fields are defined in terms of the difference between the fractions of each
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phase. A phase-field h(x,t) is defined as

a(x,t) — b(x,t)
a(z,t) + b(x,t)’

h(x,t) =

where a(x,t) represents the mass of phase a and b(x,t) represents the mass of phase § at
location « and time ¢. As a result, when h(x,t) = 1, the location x is classified as being phase
a while h(x,t) = —1 indicates the location is classified as phase .

The PVD model we consider uses two phase-fields, ¢(x,t) and ¢(x,t), which depend on
the location « in the domain and the time ¢ within the PVD process. Each phase-field models
the separation of different phases that occur during the PVD process: the field variable ¢(x,t)
distinguishes between the solid and vapor phases, while the field variable c(x,t) distinguishes
between the equilibrium components of the binary alloy species.

Depending on the quantities being represented by the phase-fields, phase-fields are classified
as being either conserved or non-conserved. A phase-field is classified as being conserved if the
integral of the field over the entire space domain is a constant [81]. If a phase-field is conserved,
then the time evolution is described by the Cahn-Hilliard equations, and if a phase-field is
non-conserved, then a time-dependent Allen-Cahn equation describes the time evolution [76, 81].
In the PVD process, the phase-fields ¢(x,t) and ¢(x,t) are conserved quantities. Therefore, we
use the Cahn-Hilliard equations to model the time evolution of the phase-fields we consider [17,
55, 63, 81]. Before we discuss how the Cahn-Hilliard equations are used to model PVD, we
discuss the free energy of the physical system.

Free energy is a thermodynamic term that describes the internal energy of a system [63]. In
our problem, neglecting any elastic effects, the total free-energy of the PVD process is taken as
a functional of the conserved field variables ¢(x,t) and c(x,t) and their gradients, and has the

following form:
/<:J2 52
e@o - | {f(¢) + 902 4 5(0) (f10)+ £ (70 } ap . (61)

Here, 4 and k. are the gradient energy coefficients. The interpolation function, s(¢) = (1+¢)?/4,
ensures that compositional contributions are eliminated within the vapor phase. The first two
terms in (6.1) describe free energy between the solid and the vapor, while the terms in parentheses
describe the free energy within the growing thin film. The double-well function, f, describes the
equilibrium free-energy contributions of the two phases associated with the phase-field, and is
taken to be

where w, is the energetic barriers between the equilibrium phases. In other words, the function
f describe how much energy is required to transition between phase o and phase 8. We refer

the reader to [63, 81] for further details on the derivation of the free energy of a physical system.
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Because physical systems seek to minimize their free energy over time, the equations of motion
for thin film growth and composition evolution are determined according to the Cahn-Hilliard
equations.

The governing equations for the composition evolution are

Oc (¢, )] .
a—v' M. (¢,c)V 5o =0 in D x (0,7),
c(x,0) = co(x) in D, (6.2)
Be(c,x,t) =0 on 0D x (0,7,
where % is the variational derivative of (6.1) with respect to c¢(x,t) and M.(¢,c) is the

structurally and compositionally dependent mobility function. This mobility function captures
the relative difference between bulk and surface mobilities and allows for a smooth transition
between phase a and phase 3, and their respective bulk or surface mobilities. In (6.2), B.(c, x,t)
is a generic notation to describe the boundary condition; the specific form is given in Section 6.1.3.

To describe thin film growth, it is necessary to incorporate a source term in the Cahn-
Hilliard equation which represents the amount of vapor reaching the thin film. Evolution of the

solid-vapor field, ¢(x,t), is then given as

5] 0
-V M@V (6.0)] - Vo () =0 in D x (0,7),
é(,0) = do() in D, (6:3)
By(¢, @, t) =0 on 9D x (0,T),

The first term in (6.3) captures arbitrary surface morphology formation and surface diffusion
effects (i.e., surface smoothening). The second term couples the thin film evolution to the incident
vapor flux and acts as the source term for interfacial growth and surface roughening. For our
work, we assume that the velocity is of the form v = (0, —v9) with ve > 0. Additionally, we use
By(¢,x,t) to represent a generic boundary condition.

Transport of the incident vapor flux towards the thin film surface is modeled via the

convection-diffusion equation,

g/t)—V-[D,,Vp]—i—V-(pv)—i—Vqﬁ-(pV)—0 in D x (0,7),
p(x,0) = po(x) in D, (6.4)
By(p,x,t) =0 on 9D x (0,T),

where D, is the mass diffusivity of the vapor. The first two terms in (6.4) describe the diffusive
and ballistic transport (strength and direction) of the depositing vapor towards the thin film
surface. The last term in (6.4) couples thin film growth dynamics to the incident vapor dynamics

and acts as a sink that removes vapor that has been converted to solid. The term, B,(p, z,1), is
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a generic boundary condition.

Within the PVD model, there are many parameters, that influence the output of the PDE
model. In our work, we restrict ourselves to considering a subset of these parameters, while fixing
all remaining parameters to nominal values. We define the varying parameters to be 8 = [61, 02],
where 6; € [—1,1] for i = 1,2. The physical parameter, 0; defined on the interval [gmin gmax] g
mapped to its value, ; on the interval [—1,1], by the following transformation:

_ 25@, _ H;mn _ H;nax

0; =

P i=1,2. (6.5)
In our work, we define 61 to represent the velocity of the vapor to the substrate in the vertical
direction and 63 to represent the phase fraction. Within the coupled system (6.2) — (6.4), the
velocity is controlled by vy, where v = (0, —v2), and the phase fraction is implicitly controlled
by ¢o(x) (we discuss how the phase fraction relates to the initial condition of the microstructure
in Section 6.1.3).

In this work, we assume that 6 : Q — R? is a random vector, where € is the sample
space of the probability triple, (2, B(£2), P). Furthermore, assume that each element in 6 is an
independent and uniformly distributed random variable such that 6; ~ U(—1,1) for i = 1,2.
Then, the sample space of parameters is defined as Q = [—1,1]2, B(R) is the Borel sigma-algebra
on €, and the probability measure P is defined by P(df) = ;d6.

Since we are interested in constructing a surrogate model to approximate the relationship
between the process parameters, 8, and the random field, ¢(x,t) we denote the realizations of

the microstructure by c(z,t, 0).

6.1.2 Statistical representation of the microstructure

So far, we have discussed the PDE model that generates realizations of the microstructure,
c(x,t,0). The next step in our high-fidelity model is to compute the two-point statistics of
c(x,t,0). We mention that throughout the rest of the chapter, the terms “autocorrelation” and
“cross-correlation” refer to the two-point statistics and not the correlation functions of a random
field with respect to the probability space 2. These terms are common in materials science
literature [1, 2, 36, 80, 100].

We are interested in the structural composition of two phases (a and ). To analyze the
relationship, we split the information of the microstructure into realizations of two random fields
co(z,t,0) and cg(x,t,0). We consider co(x,t,0) and cg(x,t,0) as indicator functions defining

the locations of phase a and S, respectively:
> <0
co(x,t,0) = and cg(x,t,0) = . (6.6)

Then, we compute the two-point statistics for the realizations of the two random fields,
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ca(x,t,0) and cg(x,t,0). For fixed time, ¢, and model parameters, 6, the two-point statistic
(autocorrelation) with respect to « is defined as [2, 35, 36, 80, 103, 109]

1
R (r.1.0) = o /D co(@,t,0)ca(x + 11, 0)d . (6.7)

Since (6.7) is a convolutional operator, we use the properties of Fourier transforms to write the

autocorrelation [14, 109] as

1 __
R (r,t,0) = @}" LI F lea(z,t,0)] F [ca(z, t,0)]],
where F and F~! represent the Fourier and inverse Fourier transforms, respectively.
We mention that other two-point statistics can be defined: Re,c,(7,t,0), Re,cy(7,t,0), and
Rege, (7,1, 8); however, it has been shown that due to properties of the Fourier transform and
the structure of the random fields, c,(x,t,0) and cg(x,t,0), only one of the correlations are

independent when considering two phases [34, 79].

6.1.3 Computation of the high-fidelity model

Here, we discus how each part of the high-fidelity model is computed numerically and then
define the high-fidelity model we consider. For simplicity, we consider all numerical and physical

parameters as dimensionless quantities.

Phase-field model computation

For the phase-field model, (6.2) — (6.4), we consider the 2D domain illustrated in Figure 6.1.
Let D = Dy U Dy be the domain and 9D =I'; UT's UT's UT'4 be the boundary of the domain.
Here, D; is the area where the vapor is being transported (from top to bottom) to the thin
film, and D5 is the thin film. Since the thin film is assumed to grow in the positive vertical
direction, Dy increases in the vertical direction as the thin film grows through time. The spatial
domain is discretized into a uniform mesh of 256 x 256 grid points where Az = Azo = 1, and
the temporal domain is discretized with At = 1072.

We compute the PVD simulation using fixed model parameters with My = wy = Ky = we =
ke =1, D, =5x1073, and define M, as in [95, Eq. 8]. The initial conditions are defined in terms
of Dy and Ds in Figure 6.1. Specifically, the simulation begins with Do being two grid-points

thick and spans the entire length of I';. For the initial conditions, we define

_ -1, xeD 1, zeD
CO(:U) ~ N(C7O'3)|(—1,1)7 ¢0($) = 1 D ’ ,00(33) = 0 D ) (68)
, x € Dy , T & Do

where N(¢,0.35)|(_1,1) is the normal distribution truncated to the interval (—1,1). The mean,

¢, of the truncated distribution implicitly defines the phase fraction of phases « and /3. For
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Iy D Iy

Dy
I'y

Figure 6.1 Domain used for phase-field model. The horizontal direction is defined as x; and the
vertical direction is defined as .

instance, the mean values of 0.00,0.10,0.20,0.30 and 0.45 correspond to generating 50/50, 55/45,
60/40, 65/35, and 73/27 phase fractions. To define the boundary conditions for our PDE model,
let L be the distance between I's and I'y. Then,

/

oz, t) — 1, el
o(x,t) + 1, x el
By(¢,,t) = :
¢(($1,$2),t)—(f)((xl,l’g-i-L),t), x €Iy
Vo ((x1,22),t) - n+ Vo (1,204 L), t) - n, xely
Ve(x,t) - n, xeluUlys
BC(C,CB,t) = C(($17x2)>t) - C((xl,l‘g + L)7t) ) xzely ’ (69)
Ve((z1,22),t) - n+ Ve((x1, 22+ L), t) - n, xcly
p(az,t), zely
p(ar:,t)—l, xz el
By(p,x,t) = .
p((l‘l,IL‘Q),t)—p((:E1,$2+L),t), xely
Vo ((x1,22),t) - n+Vp((x1,22+ L),t) - n, x el

Following [95], the model defined by (6.2) — (6.4), (6.8), and (6.9) is solved numerically
using a finite-difference method with second-order central difference stencils for all spatial
derivatives. Time integration of the equations is performed using the explicit Euler method.
The computational scheme is implemented using Sandia’s in-house multi-physics phase-field
modeling code: Mesoscale Multiphysics Phase-Field Simulator (MEMPHIS).

By using a numerical computational scheme to solve the coupled PDEs, we obtain a model
to generate a discretization of the phase-fields. The phase-fields in our model are time dependent;

however, we are only interested in understanding the compositional structure of the thin film

65



once it has reached a prescribed height. The time that the thin film reaches the prescribed
height t, can be calculated from the speed at which the vapor is moving toward the top of
the thin film. Therefore, for the remainder of this chapter, we use ¢(8) € R" as the numerical
approximation of the compositional phase-field at the time snapshot ¢, ¢(x,t,,0). An example
of four realization of the microstructure ¢(@) are shown in Figure 6.2. In the figure, the yellow
color shows the locations where ¢;j(#) = 1 and the blue color indicates the locations where

cj(@) = —1, for j =1,..., N. Physically, the two colors represent the locations of each species o

W

gﬁwa ;- l\‘ \

o
o o

o

Caeer=tl

————— | RNel 1

N 05 '.'.. . o0 05

| I AR o
‘ .

Figure 6.2 Example of microstructures obtained from the PVD process obtained with varying veloc-
ity and phase fraction.

Autocorrelation computation

We use the uniform discretization of the microstructure, ¢(8) € RY to compute the discretized
random fields ¢, (0) € RY and c3(0) € RY as defined in (6.6). And compute the autocorrelation
with respect to o with a two-dimensional Fast Fourier Transform (FFT) [15, 109]. Figure 6.3
illustrates the transformation of a microstructure to the autocorrelation representation, R, ().
As with the microstructure thin film, we illustrate the autocorrelation R, (@) as a surface
plot, determined according to our numerical mesh.

This completes our discussion of the computation of the high-fidelity model. To summarize,
for a realization of the process parameters 8, we discussed the numerical computation of (6.2)

— (6.4) and how to use the microstructure to compute realizations of the autocorrelation with
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Figure 6.3 Autocorrelation R, .. (0) (left) of a microstructure (right), where phase « is defined as
the yellow state and 8 as the blue state.

respect to phase a, R, (0). We define the high-fidelity model to be
g(0) =R, . (0):R™ - RV, (6.10)

As defined in (6.10), we consider the high-fidelity model as random vector, not a random field.
The consequence of treating the random field as a finite dimensional object is that the results
we present are mesh-dependent. The next section consists of the construction of the surrogate
model for g(8).

6.2 Construction of a surrogate model for PVD

The surrogate model g(0) is constructed using realizations of the high-fidelity model (6.10). We
assume that ng samples are generated from the high-fidelity model such that our data consists
of {(0,n, gm) o | with g,, = g(6:m). Using the data, we construct the surrogate model in
two steps: (1) utilize PCA to create a k-dimensional approximation of the realizations of the
random vector g(@0), and (2) use PCE to construct a linkage between the process parameters
and the projection of the samples to the k-dimensional space [4, 25, 39, 62, 65, 73, 77, 109]. By
implementing the methods of PCA and PCE, we obtain a surrogate model g : [~1,1]" — RV

of the form L
3O =a+> Y d"v;0)u. (6.11)
i=1j=0
The basis vectors, u; € RN for i = 1,...,k and mean of the random vector, i € RV, are

determined from the PCA algorithm, while the theory of PCE defines the family of orthogonal
polynomials, ¥; for j = 0,...,4;, and coefficients, agi) fori=1,...,kand 5 =0,...,4. A
summary of the steps used to construct the surrogate model is shown in Figure 6.4. In the
remainder of this section, we describe the methods of PCA and PCE and how they are applied

to our PVD simulation data {(6,,,g,,) }ne

m=1"
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ng |

I Generate high-fidelity samples: { g(Om)}

m=1

| Run PVD simulations Compute autocorrelation I
: c(0,) € RV 9(0m) = Re,c.(0m) € RV I

PCA: Compute k—dimensiorial approximation Compute PCA coefficients for each sample
grca(0) = B+ 37 ai(0)u; @i(0m) = ul (g(0m) — @), i=1,..k

_

PCE: Approximate the function «;(6) using
samples, {ai(em)}”" fori =1,...,k

m=1’

Construct surrogate model: g(6)

Figure 6.4 Outline of approach to create a surrogate model for PVD, g(8).

6.2.1 PCA: Compute a k-dimensional approximation

PCA [32, 50, 51, 91] is a common tool for dimensionality reduction of a dataset. Assume that
each datapoint in the dataset is a realization of a random variable, & € R. Then, PCA computes
a set of vectors, ui,...,ug, such that the variance of the projection of @ to the space spanned
by wu; is maximized. The choice of the k basis vectors is dictated by the PCA algorithm and
ensures that the reduced space captures most of the variance of the process. In this portion of
the chapter, we discuss the mathematical formulation of PCA and its application to the problem
we consider.

Since the derivation of PCA is standard, we discuss the intuition behind PCA by the
mathematical formulation when k£ = 1 and refer the reader to [32, 51] for a complete justification
of PCA. Suppose x € R" is a random vector with mean p = E[x] and covariance ¥ =

E [(@ — p)(z — p)T]. We seek a vector u; such that

u; = argmaxvar(u' ) = argmaxu' Tu, (6.12)

flull2=1 l|lull2=1

i.e., uy is the best directionto compress the information contained in x so that the variance of

the projection to the space spanned by w; is maximized. The solution to this problem is the

eigenvector corresponding to the largest eigenvalue of 3. As justified in [32], the subsequent

vectors, uo,...,u,, are the eigenvectors of 3 ordered according to the magnitude of their
corresponding eigenvalues.

To approximate the realizations of @, we project the realizations to the space spanned by

the eigenvectors of X corresponding to the k-largest eigenvalues. The error of &, obtained from
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projecting x to the k-dimensional subspace, is

N

112
Eflz-zI3]= > A
i=k+1
the sum of the IV —k smallest eigenvalues of 3. If the magnitude of the N — k smallest eigenvalues
of X is small, then Z is a good approximation to @ in the mean-square sense. A common indicator

used to determine a value of k is the proportion of total variance [51]:

Ai
> j=1 Aj
The sum of £(i) for ¢ = 1,...,k indicates the proportion of total variance explained by the the
first wq, ..., ux eigenvectors. We pick the smallest &k such that Zle &(i) surpasses a user-specified
threshold.

Dimensionality reduction using our dataset

In our problem, we wish to obtain a k-dimensional approximation of the random vector g(8)
using PCA. However, the information on the exact mean p and covariance X of the random
vector is not available. Instead, the samples {(Om, gm) }od | are used to estimate the mean and

covariance of the random vector. The mean and covariance estimates are

1 &
n=—> g; 6.14
T 619
and )
%= (G-p1")(G-p")T, (6.15)
ng — 1
where 1 is the vector of all ones and G = [gy,...,g,,] € RN*na
The PCA algorithm in Algorithm 7 consists of computing the eigenvalue decomposition
of (6.15) and returning Uy = [uy, ..., us], the eigenvectors which correspond to the k largest
eigenvalues.

Algorithm 7 Computing a k-dimensional subspace using PCA.

Input: Size of desired subspace k, samples from high-fidelity model g, for i =1,...,ng.
Output: k-dimensional basis u; for j =1,... k.
1: Use (6.14) to compute the sample average p of g; for i = 1,...,ny.
2: Compute the sample covariance matrix > by using (6.15).
3: Compute eigendecomposition [Uy, Ag] of the sample covariance 3, corresponding to the k
largest eigenvalues.
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The approximation of g(@) in the k-dimensional subspace, span{uq, ..., u;}, is defined as

k
9(6) = gpea(0) = i+ Y ci(B)u;, (6.16)
i=1

where
0i(0) = u] (g(0) — ), i =1,k

We mention that the projection of the data to the space spanned by the k eigenvectors of >
depend on the process parameters @ while the eigenvectors are deterministic.

Through PCA, we have approximated the high-fidelity model and the dependency of 8 on
g(0) by reducing the number of coefficients from N to k. In our application, k¥ < N because
the eigenvalues of the sample covariance matrix are observed to decay rapidly. The next section
is dedicated to discussing how the process parameters are linked to the coefficients of the

approximated representation, a(0) = [a1(),...,a.(0)]".

6.2.2 PCE: Linking PCA coefficients with process parameters

To complete the construction of the surrogate model for PVD, we link the random inputs 8 to
the coefficients of the PCA approximation, a(6). We use PCE to accomplish this.

PCE [25, 30, 37, 57, 71, 78, 94, 108] approximates a random variable by a finite linear
combination of orthogonal multivariate polynomials. In our problem, we wish to approximate

the coordinates «;(0) for i =1,...,k in (6.16). Using PCE, the resulting approximation is
ai(0) ~ @(0) = > a\Vw (), (6.17)

for some set of orthogonal polynomial basis functions {¥; }?':0 and deterministic coefficients
{aéi)}?zo. Next, we discuss the choice of orthogonal polynomial family, the number of terms in

the expansion ¢; and the determination of the PCA coefficients.

Choosing orthogonal multivariate polynomials

The choice of multivariate orthogonal polynomials depend on the probability density function of
6. For many of the finite dimensional distributions commonly chosen to represent a random
variable, the associated probability function corresponds to the weighting function of a family of
orthogonal polynomials [30, 37, 57, 94, 108]. Recall that, in our problem, the components of
the random vector 8 are assumed to be mutually independent random variables with uniform
distributions. The associated probability density function of the probability space we work in
corresponds to the weighting function of the two-dimensional Legendre polynomials defined on
the domain [—1,1]? [57, 94, 108].

The two-dimensional basis is formed by tensorizing the one-dimensional Legendre polynomials
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of each parameter, 6;, for ¢ = 1,2, and is denoted by {‘Ilj(H)}fizo. The number of polynomials
we use in our expansion (6.17) is determined by the total truncation level. We first define a
multi-index, I = (ly,[2), where the order of the one-dimensional Legendre polynomial for 6;
is indicated by l; € Z>o. A bivariate Legendre basis of total truncation level L consists of all
polynomials such that I; +1o < L, where the total number of polynomials we use in the expansion

is computed by the formula ¢+ 1 = (LLT&”!)!. Since we compute a PCE for each of the coefficients

of the PCA approximation, «;(0), we allow each PCE to have a different total truncation level
L and, therefore, denote the total number of polynomials used in each expansion as ¢;, for
i=1,...,k. For more information and examples of the construction of the multi-dimensional
basis, see [94].

Computing the deterministic coefficients

To complete the surrogate model as described, the remaining task is to compute the coefficients

ng

m—1, tO

of the expansion (6.17). We accomplish this by first projecting the data, {(Om, gm)
the k-dimensional subspace spanned by the vectors u; for ¢ = 1, ..., k, transforming the data
points to {(Bm, a(@m))}fnd:l. Then define k vectors, a; € R™*! =1, ... k, such that each

entry in the vector corresponds to a different sample, 6,,, m =1,...,ng, i.e.,
T
ai = [a(61) ai(82) - ailB,)

We also define A € R™*% to be a matrix with each row corresponding to the set of basis vectors

evaluated at a sampled process parameter, 8,,, such that

Uo(61) W1(61) Wy, (01)
Po(02) V1(62) Wy, (602)
U = )
\IIO(Ond) \Ill(ond) T \Ilfi(ond)
Then for a fixed 7, the coefficients agi), j=1,...,¢;, are computed by solving the least squares
problem
a® = argmin ||a; — Yall?, (6.18)
acR?’
where -
a® = [ o ]

We compute the solution to the k least squares problems in (6.18) by solving the normal

equations.
Using the PCEs for the coefficients, a;(8), we substitute (6.17) in (6.16). The sequential com-
putation of the deterministic basis function u; for ¢ = 1,...  k using PCA and the deterministic

(@)

coefficients a;” complete the discussion of the surrogate model, (6.11), for g(6). We mention
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that there are two major sources of error in the construction of the surrogate model. The first
source of error is projecting g(0) into a k-dimensional subspace using PCA. The second source
of error comes from using PCE to approximate the relationship between the process parameters
and the coefficients of the PCA expansion. Specifically, there is error associated with choosing a
total truncation level for the bivariate Legendre polynomial basis and solving the least squares
problem in (6.18).

6.3 Numerical results

In this section, we compute the surrogate model (6.11) and investigate its accuracy. We begin
with a description of how the data was collected. Then we discuss the computation of the
k-dimensional subspace obtained through PCA and the error obtained from our choice of k.
Finally, we link the process parameters and data to complete the construction of the surrogate
model. Multiple error metrics are presented to illustrate that the surrogate model yields accurate

predictions of g(@).

6.3.1 High-fidelity samples

Recall we consider two parameters 6; and 6, representing the velocity that the vapor moves (in
the vertical direction) towards the thin film and the phase fraction of the alloy «, respectively.
We model these random inputs as independent uniform random variables. The physical range of
velocity and phase fraction is [0.08,2.0] and [0, 0.5] repectively.

To sample the high-fidelity model, we create a tensorized grid of the physical process
parameters. Specifically, we choose the values of velocity to be equally spaced intervals of
0.03 from 0.08 to 2.0 and the values of phase fraction are chosen to be 0.1, 0.2, 0.3, 0.4, 0.5.
These physical parameters are mapped to the interval [—1,1] by the linear transformation
in (6.5) to obtain 325 samples of . Using these samples of 6, the high-fidelity model, described
in Section 6.1, is evaluated 325 times. The model evaluations are then randomly split into a
training set, consisting of 90% of the data, and a testing set, containing the remaining 10% of
the data.

6.3.2 Accuracy of PCA

We consider a physical domain of size 256 x 256 dimensionless units where the numerical grid is
256 x 256 pixels and run the simulation until the thin film has grown to be 128 pixels. Each
high-fidelity sample is then defined as g(8) € R327%® and our surrogate model is constructed to
approximate these 32768 values.

PCA as described in Algorithm 7 is performed using the training dataset to estimate the
random variable g(0). Figure 6.5 shows the variance \; for i = 1,...,325 and the total explained
variability defined as (i) = Sk, £(k), where £(i) is defined in (6.13) . The figure illustrates

8 basis vectors provide an accurate low-rank approximation of the sample covariance matrix,
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explaining 97.75% of the variability in the estimated covariance matrix (6.15). Letting k = 8, we
reduce the number of coefficients which depend on the process parameters 8 from 32768 to 8 as
explained in (6.17). Figure 6.6 depicts the sample average p and the first five basis vectors u;

for i =1,...,5 that were computed as using Algorithm 7.
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Figure 6.5 Performing PCA on the high-fidelity training samples. The computed variance of g(8)
(left) and the cumulative proportion of total variance (percentage) for the first 50 principal directions
(right).
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Figure 6.6 The resulting average, @, (top, left) and the first 5 basis elements, w1, ..., us, computed
from PCA on the high-fidelity training set.
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After using the training set to compute u,; for i = 1,...,8, we project each realizations of
the dataset into the k-dimensional space and obtain the corresponding coefficients a(8) € R®.

The error in the approximation of g(@) using the PCA expansion in (6.16) is evaluated by the
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following error metric

 19(6) — Groa®)]2
om(0) = 50

Table 6.1 shows the minimum, maximum, mean, and standard deviation of the error associated

with err; () for both the training and testing set. We see that on average the error of using
this smaller space as a representation of the data results in less than a 2% error in the output of
the high-fidelity model.

Table 6.1 The error associated with using 8 basis functions to approximate the high-fidelity samples
of the training and testing set. By training (testing) error, we mean err; (), where 0 is in the training
(testing) set.

err1(60) ‘ min max  mean standard deviation
Training error | 0.0030 0.0690 0.0146 0.0123
Testing error | 0.0030 0.0441 0.0123 0.0091

6.3.3 Linking process parameters to PCA expansion

For i =1,...,8, we approximate the relationship between the process parameters and «;(80) by
solving the linear least squares problem in (6.18). To determine the total truncation level, L, for
each PCA coefficient, «;(0), we performed 10-fold cross-validation on the training dataset and
chose the total truncation level that produced the smallest average error in the validation set.
For every a;(0), i =1,...,8, the choice of ¢; + 1 is shown in Table 6.2.

Table 6.2 Size of polynomial basis ¢; + 1 for each coefficient «;(0) determined by performing 10-fold
cross validation on the training set and choosing the truncation level which produced the smallest
average error in the validation set.

PCA coefficient, o;(0) | ¢; + 1

1(0) 15
052(0) 6
053(0) 15
044(0) 10
045(0) 1
a6(0) 15
047(0) 1
048(0)
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Using these coefficients, we illustrate the success of the surrogate model by providing an
example of the prediction from the set of testing parameters in Figure 6.7. The high-fidelity
outputs we consider is shown in left panel in Figure 6.7 and the surrogate’s prediction is the
right panel. In the middle panel of Figure 6.7, a relative point-wise error is illustrated. This

error is defined as a vector, §(0), where each entry is computed by

aie) = OO, (6.19)
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Figure 6.7 Example prediction using the surrogate model: high-fidelity evaluation g(0) (left) and sur-
rogate evaluation g(@) (right). The relative point-wise error, §(0), as calculated by (6.19) is illustrated
in (middle).

To summarize the error associated with using PCE to approximate the relationship between

0 and «(0), we define the following error metric,

Jla(8) — ()]
om0 = @),

Table 6.3 illustrates the error for the training and testing sets.

We also consider the total error of the surrogate model defined as

1lg(®) — 50|
ms0) =),

The total surrogate error on both the testing and training set is summarized in Table 6.3. On
average the surrogate’s error is about 2% for both the training and testing sets. This suggest
our surrogate estimates the high-fidelity model accurately.

It is clear that the the surrogate model’s accuracy can be improved by decreasing the error
in the PCE step. Higher degree polynomials may be required for to obtain more accurate
approximations of the relationship between the process parameters and the PCA space. Other
possible methods that could describe this relationship include using a Gaussian process [52]
or machine learning techniques (deep neural networks or convolutional neural networks) to
represent the output of the high-fidelity model [19, 110].
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Table 6.3 The error in approximating a(0) using PCE, errs(60), and the error incurred by using
the surrogate model to predict g(@), errs(0). The training (testing) error is computed by evaluating
erro(0) and errs(0), where 6 is in the training (testing) set.

erry(6) min max  mean standard deviation
Training error | 0.0024 3.5730 0.1034 0.2762
Testing error | 0.0034 0.5734 0.0865 0.1399
err3(0)
Training error | 0.0032 0.1197 0.0206 0.0223
Testing error | 0.0035 0.0771 0.0154 0.0139

6.4 Conclusion

We have implemented an efficient method to create a surrogate model for the autocorrelation
of a realization from PVD. This random field is of interest as it can aid experimentalist in
determining the process parameters which yield microstructures with favorable properties. The
construction of surrogate model only requires samples from the high-fidelity model; therefore,
there is a high initial computational cost to construct the model. Using the samples, we use
PCA to find a k-dimensional subspace to approximate the output of the high-fidelity model.
Then the relationship between the process parameters and the coefficients in the PCA expansion
are approximated using PCEs. As illustrated by the error analysis, the combination of PCA and
PCE produces an accurate surrogate model.

Open directions that can be pursued include computing a surrogate model for the time
dependent process of PVD (not just one snapshot) and one which accounts for three-dimensional
thin films. The resulting surrogate model from these alterations would better represent the
physical process, but may require implementing more efficient methods to overcome the added
computational cost of the time-dependent process and a three-dimensional thin film. In addition,
creating a surrogate model that accounts for more process parameters would allow sensitivity
analysis to be performed. A benefit of using PCE is that the coefficients in the linear expansion
can be used to estimate statistical properties of the random variable along with having a
systematic way to perform sensitivity analysis on the inputs [94, 98]. If we construct a surrogate
model that incorporates all of the model parameters pertinent to PVD, then sensitivity analysis

could prove useful in guiding resources to ensure important parameters are accurately chosen.
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CHAPTER

7
CONCLUSION

In this thesis, two computationally intensive problems are considered: design of linear inverse
problems and construction of a surrogate model. With both of these problems, the physical
phenomena are modeled by partial differential equations (PDEs) and consequently result in a
high computational cost for each model evaluation. To solve each problem we considered, multiple
model evaluations are necessary. Therefore, we developed and utilized efficient techniques to
address the computational challenges associated with each problem.

Chapter 3 — 5 focused on methods that improve upon existing computational techniques for
solving optimal experimental design (OED) problems governed by infinite-dimensional Bayesian
linear inverse problems. In Chapter 3, we developed randomized estimators to efficiently compute
the A-optimal criterion and its gradient. The randomized estimators were constructed to exploit
the low-rank structure in the governing inverse problem. We also presented a novel modified A-
optimal design criterion, and developed efficient randomized estimators to estimate the criterion
and its gradient. We provided discussions of computational cost and implementation issues, and
theoretical error analysis for these estimators. In Chapter 4, we presented a new optimization
framework for sensor placement based on reweighted #1; minimization. The algorithm was further
accelerated by the randomized estimators developed in Chapter 3. Since the A-optimal criterion
is a convex function, applying the penalty method to the OED problem resulted in a sequence of
convex optimization problems. The effectiveness of this, along with the randomized estimators
from Chapter 3, was demonstrated on a contaminant source identification problem. In Chapter 5,
we developed computational methods for OED problems where an adjoint PDE solver is not
available. These estimators required an added assumption that the prior covariance operator is

approximately low-rank. Using this approach, the randomized estimators for the A-optimal and

7



D-optimal objective functions and their derivatives can be evaluated without adjoint capabilities.
We also illustrated the efficiency and effectiveness of these methods numerically.

In Chapter 6, we developed a surrogate model using non-intrusive techniques that approxi-
mated the relationship between the process parameters of physical vapor deposition (PVD) and a
function of its output. We used principal component analysis (PCA) to reduce the dimensionality
of the output of our high-fidelity model through exploitation of the low rank structure of the
output sample covariance matrix. Then, we approximated the relationship between the low-rank
approximation and the process parameters through polynomial chaos expansion (PCE). The
error study provided in that chapter suggests that the computed surrogate model for a subset of

the process parameters is sufficiently accurate.

Potential future directions:

Future directions for furthering our methods in Chapter 3 — Chapter 5 include incorporating
a mechanism within the optimization algorithm to adaptively determine the target rank k,
comparing the accuracy of our estimators with those of other low-rank approximations techniques,
extending the randomized estimators to approximate trace of matrix functions, and validating our
numerical results using real-world data. Another track of investigation would be to incorporate
the randomized estimators in optimization problems of nonlinear inverse problems.

In terms of the surrogate model for PVD, open directions include: developing a surrogate
for a more physically realistic dataset, i.e., one that accounts for three-dimensional thin film
growth as a result of PVD and including more process parameters. Once the surrogate model is
constructed, sensitivity analysis can be performed efficiently to determine the importance of

process parameters on the output of PVD.
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