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ABSTRACT

ACCELERATED OPTIMIZATION ALGORITHMS FOR STATISTICAL 3D X-RAY
COMPUTED TOMOGRAPHY IMAGE RECONSTRUCTION

by

Donghwan Kim

Chair: Jeffrey A. Fessler

X-ray computed tomography (CT) has been widely celebrated for its ability to visualize
the anatomical information of patients, but has been criticized for high radiation exposure.
Statistical image reconstruction algorithms in X-ray CT can provide improved image quality
for reduced dose levels in contrast to the conventional reconstruction methods like filtered
back-projection (FBP). However, the statistical approach requires substantial computation
time, more than half an hour for commercial 3D X-ray CT products. Therefore, this disser-
tation focuses on developing iterative algorithms for statistical reconstruction that converge
within fewer iterations and that are amenable to massive parallelization in modern multi-
processor implementations.

Ordered subsets (OS) methods have been used widely in tomography problems, because
they reduce the computational cost by using only a subset of the measurement data per
iteration. This dissertation first improves OS methods so that they better handle 3D helical
cone-beam CT geometries. OS methods have been used in commercial positron emission
tomography (PET) and single-photon emission CT (SPECT) since 1997. However, they
require too long a reconstruction time in X-ray CT to be used routinely for every clinical
CT scan. In this dissertation, two main approaches are proposed for accelerating OS algo-
rithms, one that uses new optimization transfer approaches and one that combines OS with
momentum algorithms.

First, the separable quadratic surrogates (SQS) methods, a widely used optimization
transfer method with OS methods yielding simple, efficient and massively parallelizable OS-
SQS methods, have been accelerated in three different ways; a nonuniform SQS (NU-SQS),

Xiv



a SQS with bounded interval (SQS-BI), and a quasi-separable quadratic surrogates (QSQS)
method. Among them, a new NU-SQS method that encourages larger step sizes for the
voxels that are expected to change more between the current and the final image has highly
accelerated the convergence, while the derivation guarantees monotonic descent.

Next, we combined OS methods with momentum approaches that cleverly reuse previous
updates with almost negligible increased computation. Using momentum approaches such
as well-known Nesterov’s methods were found to be not fast enough for 3D X-ray CT recon-
struction, but the proposed combination of OS methods and momentum approaches (OS-
momentum) resulted in very fast convergence rates. OS-momentum algorithms sometimes
suffered from instability, we adapted relaxed momentum schemes. This refinement improves
stability without losing the fast rate of OS-momentum. To further accelerate OS-momentum
algorithms, this dissertation proposes new momentum methods, called optimized gradient
methods, which are twice as fast yet have remarkably simple implementations comparable
to Nesterov’s methods.

Finally, in addition to OS-type algorithms, one variant of the block coordinate descent
(BCD) algorithm, called axial BCD (ABCD), is specifically designed for 3D cone-beam CT
geometry. The chosen axial block of voxels in 3D CT geometry for the BCD algorithm
enables both accelerated convergence and efficient computation, particularly when designed
hand-in-hand with separable footprint (SF) projector.

Overall, this dissertation proposes several promising accelerated iterative algorithms for
3D X-ray CT image reconstruction. Their performance are investigated on simulated and

real patient 3D CT scans.
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CHAPTER I

Introduction

X-ray computed tomography (CT) has been widely celebrated for its ability to visualize
the anatomical information of patients, but has been criticized for high radiation exposure
[15]. Statistical image reconstruction methods can improve resolution and reduce noise and
artifacts even for reduced dose levels [92], unlike conventional filtered back-projection (FBP)
methods, by minimizing either penalized likelihood (PL) [1,32,36] or penalized weighted
least-squares (PWLS) [96,102,103] cost functions that model the physics and statistics in X-
ray CT. The primary drawback of these methods is their computationally expensive iterative
algorithms. Therefore, we propose new accelerated optimization algorithms for 3D X-ray CT
statistical image reconstruction.

Over the last few decades, many iterative algorithms have been adapted and developed
for accelerated X-ray statistical image reconstruction. Coordinate descent (CD) [14,109],
preconditioned conjugate gradient (PCG) [38,45], expectation-maximization (EM) [25, 28]
and ordered subsets (OS) [2,52,89] methods have been noticeably applied in X-ray CT re-
search. However, the large scale and the shift-variance of the statistical 3D X-ray CT cost
function have limited the effectiveness of existing methods, motivating the researchers to de-
velop algorithms that are less dependent on the large and shift-variant nature of the 3D CT
system. In addition, the iterative algorithms that are favorable to modern massively paral-
lelizable computing techniques are of increasing interest [95], whereas sequentially updating
CD algorithms are more difficult to parallelize than simultaneously updating algorithms such
as PCG, EM and OS.

Recently, variable-splitting (VS) techniques [46, 75, 94], accompanied by the method-
of-multipliers framework [13], have gotten attention from the community because they can
circumvent the shift-variance of the statistical CT cost function. Initial efforts on 2D CT [94]
seemed promising, but the significant shift-variance of 3D CT system has remained a chal-
lenge [44,73]. In addition, substantial memory requirements and parameter tuning remain

an issue in VS techniques [75,87].



Considering the large measurement data of 3D CT system, OS methods that use only a
subset of the measurement data per iteration have been used widely since their first intro-
duction in 1994 [52]. OS methods can be applied to any gradient-based iterative algorithms,
such as OS-CD [68], OS-PCG [76], and OS-EM [52]. The VS-based algorithms can also
accommodate OS methods [85]. The acceleration gain from such simple OS application to
gradient-based algorithms has been found to be very impressive, and the commercial positron
emission tomography (PET) and single-photon emission CT (SPECT) products adopted OS-
EM algorithms around 1997. The first work of this thesis is modifying OS methods so that
they can handle 3D helical cone-beam CT geometry in Chapter III. However, the existing
OS methods are not fast enough to be used routinely for every clinical CT scan, and this
dissertation focuses on developing faster algorithms using OS methods.

Among many variants of OS methods, this work focuses on the version that is based on
separable quadratic surrogates (SQS) [2]. The corresponding OS-SQS methods require sim-
ple implementation and are massively parallelizable. Their convergence performance is also
less dependent on the shift-variant property of statistical CT reconstruction. Considering
these advantages, OS-SQS methods have served as a state-of-the-art approach in X-ray CT
research until recently [3,16,32,69,77,101]. However, they require further acceleration to be
used routinely for clinical CT, and this dissertation proposes two main approaches for ac-
celerating OS-SQS algorithms, one that uses novel optimization transfer (OT) techniques in
Chapter IV, and one that combines with momentum methods such as well-known Nesterov’s
momentum methods [79,83] and their relaxed version [29], called OS-momentum algorithms,
in Chapter V. To further accelerate OS-momentum, this thesis proposes new momentum
methods in Chapter VI, called optimized gradient methods, which are twice as fast yet have
remarkably simple implementations comparable to Nesterov’s methods. The specific con-
tribution of each proposed approach for accelerating OS-SQS methods is discussed in next
section.

In addition to OS-based algorithms, one variant of block CD (BCD) algorithms, called
axial BCD (ABCD), is investigated in Chapter VII. Sequential CD algorithms and simulta-
neous PCG or OS-SQS algorithms have a trade-off between fast convergence rate and efficient
computation [22,96], and the proposed ABCD in 3D X-ray CT is expected to well-balance
between two aspects. The specific contribution of this ABCD algorithm is discussed in next
section.

This dissertation is organized as follows. Chapter II reviews X-ray CT physics, statis-
tical X-ray CT image reconstruction, and optimization algorithms. Chapter III presents
the OS methods and improves them for 3D helical cone-beam X-ray CT. Chapter IV pro-

poses accelerated optimization transfer techniques that are combined with the OS methods.



Chapter V suggests combining the OS and (relaxed) momentum techniques like Nesterov’s
momentum. Chapter VI presents new momentum techniques that are twice faster than Nes-
terov’s momentum. Chapter VII shows the ABCD method which is specifically designed for
3D cone-beam X-ray CT. Chapter VIII offers conclusion and future work.

1.1 Contribution

This section describes the specific contributions of this dissertation, namely developing
fast iterative algorithms for statistical 3D X-ray CT reconstruction.

In 3D helical CT geometries, we observed that conventional OS algorithms for PL and
PWLS problems are unstable for large subset numbers as they did not consider their nonuni-
form sampling. Thus, Chapter III describes an improved OS algorithm that takes account of
the nonuniform sampling and is more stable for helical CT. In addition, OS methods typically
approach a limit-cycle looping around the optimum of the cost function, and Chapter III
suggests a simple approach that averages sub-iterations at the last iteration to improve con-
vergence, when the algorithm reaches a limit-cycle. This work was initially presented in [61]
and then included as a part of [62].

The SQS method is an optimization transfer (OT) method that replaces the original
cost function by a simple surrogate function [53,67] with a monotonic descent property.
We usually combine this SQS with the OS method yielding OS-SQS method, because it is
simple, efficient and massively parallelizable. However, the OS-SQS method itself is not fast
enough, and thus Chapter IV proposes three novel approaches that accelerate SQS method
without losing the monotonicity. First, we construct surrogates with spatially nonuniform
curvatures that provide spatially nonuniform step sizes to accelerate convergence, which is
effective because the difference between the initial and final images are spatially nonuniform
as discussed in [109]. In other words, the proposed spatially nonuniform (NU) SQS method
encourages larger updates for voxels that are predicted to be farther from the optimal value.
Section 4.2.1 provides a theoretical justification for the acceleration of NU method by an-
alyzing the convergence rate of the SQS algorithm. Second, Chapter IV suggests a SQS
method with bounded intervals (SQS-BI) that designs a surrogate function defined within a
bounded interval that is known to include the minimizer of the cost function, which leads to a
reduced surrogate curvature, inspired by [109]. Chapter IV further proposes quasi-separable
quadratic surrogate (QSQS) methods that construct a surrogate with a tridiagonal Hessian
rather than a diagonal Hessian for the original SQS. This approach provides a good trade-off
between the convergence rate and computation time per iteration. The NU-SQS work was
initially introduced in [57] and led to a main part of [62]. The SQS-BI work was discussed



in [56].

Momentum approaches such as a heavy-ball method [93] and Nesterov’s methods [79,83]
have received wide attention in the optimization community for cleverly reusing the previous
updates for acceleration without any computational overhead. Particularly, Nesterov’s meth-
ods have been applied to X-ray CT [7,19,55] with promising results, but we observed that
these algorithms do not show significant improvement in 3D X-ray CT, due to the large Lip-
schitz constant of its CT cost function (as discussed in [94]). Therefore, Chapter V proposes
combining OS methods and Nesterov’s momentum approaches, named as OS-momentum al-
gorithms, that provide very fast initial acceleration. However, we experienced some unstable
behavior of the proposed OS-momentum algorithms. To stabilize the proposed methods,
Chapter V adapted a relaxation scheme that is developed for stochastic gradient methods
with momentum in [29]. We investigated various choices of relaxation scheme to achieve
both fast initial acceleration and stability. The initial work combining OS and momentum
was discussed in [63,64] and the additional relaxation was introduced in [58]. All these works
were gathered and further investigated in [65].

To further accelerate OS-momentum algorithms, Chapter VI develops new momentum
methods, called optimized gradient methods, which are twice as fast yet have remarkably sim-
ple implementations comparable to Nesterov’s momentum methods. This new momentum
approach has been initially studied by Drori and Teboulle [31], numerically showing that the
certain first-order algorithms provide twice faster convergence rate than the state-of-the-art
Nesterov’s methods. However, the corresponding algorithm in [31] remained computationally
undesirable and relied only on numerical analysis. The main contribution of Chapter VI is
making the Drori and Teboulle’s work practical implementation-wise and analytically show-
ing that new proposed algorithms are twice as fast as Nesterov’s methods. This work was
introduced in [59], and its OS version has been investigated in [60].

Finally, Chapter VII suggests an ABCD algorithm that is specifically designed for 3D
cone-beam X-ray CT geometries. This uses an axial block in a general BCD framework
[49,54], leading to both a fast convergence rate and an efficient implementation along with
a separable footprint (SF) projector [70]. In BCD algorithms of X-ray CT, the coupling
between voxels within the block becomes an issue considering the convergence rate and
efficient implementation. Block iterative CD (B-ICD) [12] and group coordinate descent
(GCD) [41] methods have been previously proposed in 2D CT problems considering the
coupling effects. The ABCD algorithm can be viewed as an extension of them that leads
to less coupling between voxels regarding the 3D CT geometry, and this is expected to
provide an accelerated convergence rate comparable to ICD [96,109] updating one voxel at

a time, while the ABCD having more parallelization opportunity from updating a block of



voxels simultaneously. The ABCD algorithm works hand-in-hand with SF projector, and
we provide a way to efficiently implement the ABCD algorithm. This ABCD approach was
presented in [42].



CHAPTER 11

Background

This chapter provides a background of X-ray CT image reconstruction and its statistical

approach. Then, optimization methods for statistical X-ray CT reconstruction are discussed.

2.1 Background of X-ray CT image reconstruction

2.1.1 X-ray CT physics

X-ray CT images a distribution of X-ray attenuation coefficients p(7) of an object, where
7 represents the spatial location. An X-ray CT system basically consists of a source and a
detector array rotating around the patient (see Fig. 2.1). A patient is scanned along several
different projection views. A “projection” here refers to a process of emitting X-ray photons
from a source through the patient and recording the intensity of those photons that pass
through the object.

Each projection can be viewed as a ray of X-ray photons for each pair of projection views
and detector elements, where ¢ is the index for each ray and N, is the total number of rays.

The following is Beer’s law for the mono-energetic! X-ray CT projection process:

Y, =b;exp (—/ ;L(F)dl) +r;,, fori=1,---, Ny, (2.1)
L;

where Y; is mean detected intensity, b; is initial intensity of a beam, r; is room background
and mean scatter, and L; is a line path of the ray through the object. Based on the Beer’s
law (2.1), the measured Y; has the information of total attenuation encountered by the ith
ray, i.e., the line integral of u(7) along the path L;. In practice, we observe the noisy

measured intensity Y; of a beam, rather than the mean Y; of the beam.

1 In this thesis, we focus on the case where this (mono-energetic) Beer’s law (2.1) holds by assuming
that the measured data has been precorrected for the effects from a poly-energetic X-ray source and beam
hardening [32].
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Figure 2.1: Schematic diagram of a X-ray CT scanner [100].

One X-ray CT scan provides Ny line integral values of u(7) for each ray (see Fig. 2.2),

which are equivalent to the following post-log data 7; of mean measurement Y;:

Yi

(1>

bi :
log (Y; — Ti) = /Ll p(rydl, fori=1,---, Ny (2.2)

Note that the noisy measured projection data y is available in practice rather than the mean
projection data y. The measured projection data y (or Y') is called a sinogram, and an
example of sinogram data for 2D X-ray CT is shown in Fig. 2.3(b) with the orientation of

projection views and detector elements.
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Figure 2.2: The measurement y; is acquired by forward projecting u(7) along a line path L;.
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Figure 2.3: Simulation of forward projection and FBP: (a) Phantom image, (b) noisy sino-
gram and (c¢) FBP image.

Since the scanning process of CT provides forward projected measurements, one might
think that a simple back-projection of the data may reconstruct an image of the patient’s
body. However, a back-projection blurs the image with a point spread function II:W To
overcome this blur, an (apodized) ramp filter is introduced to prefilter the sinogram. Then
the filtered back-projection (FBP) algorithm reconstructs an image by back-projecting such
filtered sinogram [34]. Fig. 2.3 illustrates the sinogram and the FBP reconstructed image

for a simple phantom image.

2.1.2 Object parametrization

To process the reconstruction on a computer, it is necessary to discretize a continuous
object u(7) by a linear series expansion. We parametrize the object using a basis function

p, () at each jth location as follows:

a7 % 3 i), 2.3

where x; represents the coefficients of an object p(7) in a discrete domain with the corre-
sponding basis function. Here, the choice of basis function affects the image quality and the
complexity of computation. Two popular choices of basis functions are voxels and blobs.
Voxels are easy to compute since they are rectangular-shaped, but have a disadvantage that
the voxels have a large side-lobe in the frequency domain, which may amplify errors of high
frequency information of an object. On the other hand, smooth blobs are band-limited in

the frequency domain, but computationally more complicated due to a larger footprint in



the projection domain. For the numerical results in this thesis, voxels are used as a basis
function for their simplicity, but the proposed algorithms are applicable for any choice of
basis functions.

The object parametrization (2.3) leads to a following discretization of a forward projection
in (2.2) as:

Np Np NP
Yi —/ M(F)dl%/ ijpj(F)dl_ij/ pi(P)dl =Y " aijx; £ [Ax];, (2.4)
L; L j=1 L; j=1

i j=1

where the footprint a;; = [ Ly p;(7)dl, depends on the model of a basis function p;(7) and
a ray L;. The matrix A is called X-ray CT system matrix, or simply system matrix or
projector.

The size of the system matrix A is large in 3D CT geometry, and thus it is impractical to
store it in fast random access memory (RAM), even if we exploit the sparse structure of A.
One typical size of A in 3D helical CT scan is N, x Ny =~ (2-10%) x (3-107) ~ 6-10'°, where
the size of image x is IV, = 512x 512 x 109 and that of measurement y is Ng = 888 x 32 x 7146
(the number of detector columns x detector rows x projection views). Considering that each

ray intersects about two times the number of voxels of an axis along the transaxial plane,

Np
z:J':l I{aij>0} ~ 2x512 ~ 4- 10—5
N, ™~ 512x512x109 "

even with this high sparse nature of A, the memory requirement for storing A remains large,

the sparsity of A can be approximated as

. However,

about 4 -107° x 6 - 10 x 4 Byte= 960 GByte for single-precision floating point. Instead of
storing A, the matrix-vector multiplications Az and A’y, called forward and back projection
operations, are computed on the fly, which are the computational bottleneck of 3D X-ray CT.
We discuss the details of efficient computation of projection operations for 3D cone-beam
X-ray CT in Section 7.1.2.

2.2 Statistical image reconstruction

For low-dose scans, a conventional FBP reconstruction cannot construct a decent image
due to increased noise (see Fig. 2.3(c)). Therefore, we use statistical modeling for improved

image reconstruction.

2.2.1 Statistical modeling of X-ray CT scan

Several statistical models have been proposed for X-ray CT. The two simple noise models

mostly used in practice are explained here. The pre-log observation data is often modeled



by a Poisson model of a discretized version of (2.1) [3]:
Y; ~ Poisson{Y;} = Poisson{b;e" 7 +7;}, fori=1,..., Ny, (2.5)

where b; and r; are known nonnegative constants.

The post-log observation data y; = log(b;/(Y; — r;)) in (2.2) is often modeled by a linear
additive Gaussian noise model, which comes from quadratically approximating the negative
likelihood of (2.5) [35]:

yi =9+ e =[Az]i + e, 6~N(0,07), fori=1,... Ny, (2.6)
where the noise variance is 07 = (YE,)Q.

2.2.2 Statistical X-ray CT image reconstruction

Based on the previous section, we reconstruct a nonnegative image = = (z1,...,2 Np) €
pr from noisy measured transmission data Y € R™¢ by minimizing either penalized likeli-
hood (PL) [1,32,36] or penalized weighted least-squares (PWLS) [96,102,103] cost functions:

= arg}rgin U(x), (2.7)
V(@) £ L) + Rlx) = Y ul(Add) + D0 v([Cre) 28)

where 2 is a minimizer of ¥(z) subject to a nonnegativity constraint. The function L(x) is a
negative log-likelihood term (data-fit term) and R(z) is a regularizer. The matrix A = {a;;}
is a projection operator (a;; > 0 for all i, j) where [Az]; = Zjvﬁl a;rj, and C £ {cg;}
is a finite differencing matrix considering 26 neighboring voxels in 3D image space.? The

function h;(t) is selected based on the chosen statistics and physics:
e PL for pre-log data Y; with Poisson model [1,32,36] in (2.5) uses:
hi(t) = (bie™" +1;) — Yilog(be ™" + 1), (2.9)

where b; is the blank scan factor and r; is the mean number of background events. The
function h;(-) is nonconvex if r; # 0 or convex otherwise. A shifted Poisson model [107]

that partially accounts for electronic recorded noise can be used instead.

2 Each row of C consists of a permutation of (1,—1,0,...,0) € R"r where the indices of the nonzero
entries 1 and —1 corresponds to adjacent voxel locations in 3D image space.
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e PWLS for post-log data y; = log (b;/(Y; —r;)) with Gaussian model [96, 102, 103]

in (2.6) uses a convex quadratic function:
L 2

where w; = (Y; — r;)?/Y; provides statistical weighting. Then L(z) = ||y — Az||}, for
PWLS with a diagonal matrix W = diag{w;}.

The function ¥ (t) is a (convex and typically nonquadratic) edge-preserving potential func-

tion:

Ur([Cali) £ Brib([Cal), (2.11)

where spatial weighting (3, balances between the data-fit term and regularizer, and it can
be designed to provide uniform resolution properties [43]. The function ¢ (¢) can be chosen

from many options, including the following:

e Hyperbola potential function [17]:

2

W(t) = % (\/1 T 3(t/6)2 — 1) , (2.12)

e Generalized Fair potential function® [33]:

52 b2
P(t) = 7 (%

2

! +b(b—a)

J

§‘+<a—b>log(1+b‘§‘>>. (2.13)

These nonquadratic cost functions W(x) cannot be minimized analytically, and require many
iterations of optimization algorithms to minimize the cost function. This process demands
long computation time in X-ray CT, and thus our main goal is to develop optimization
algorithms that provide fast convergence rate in X-ray CT image reconstruction with com-

putational efficiency.

2.3 Optimization algorithms

This section discusses optimization algorithms that have been found useful for minimizing

the X-ray CT cost function (2.8) efficiently and rapidly, and reviews specific algorithms such

3 The potential function (2.13) is a generalized version of Fair potential function in [33], and the equa-
tion (2.13) reduces to the original when a = 0 and b = 1.
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as optimization transfer (OT) techniques [53,67], SQS methods [2], OS methods [2,52], and

momentum approaches [79,83] that are used and extended in this dissertation.

2.3.1 Optimization algorithms in X-ray CT problem

Many iterative algorithms have been applied and developed for statistical X-ray CT prob-
lems. However, none of them can optimize the large and shift-variant statistical 3D X-ray
CT cost function within short computation time. Iterative algorithms that can circumvent
those two difficulties of the X-ray CT problem are likely to be effective in accelerating statis-
tical X-ray CT reconstruction. In addition, considering the modern parallelizable computing
resources, algorithms that are amenable to massive parallelization are preferable. Here we
point out some optimization algorithms that have been extensively developed and used in
X-ray CT research such as CD, PCG, OS-SQS, VS and momentum methods.

CD algorithms [109] (also known as Gauss-Siedel algorithms [47, p. 507]) and BCD
algorithms [12,41], update one or a group of voxels sequentially. These can converge (to
within some tolerance) in few iterations but can require long computation times per iteration
[22,96]. Considering modern computing architectures, algorithms that update all voxels
simultaneously and that are amenable to parallelization are desirable, such as OS-SQS [2]
and PCG algorithms [38,45]. (Similarly, BCD may have more opportunity for parallelization
than CD algorithms that sequentially update one voxel at a time.) However, those highly
parallelizable algorithms require more iterations than CD algorithms [22,96], and thus it is
desirable to reduce the number of iterations needed to reach acceptable images, which is the
main goal of this dissertation.

The parallelizable PCG algorithms [38] are widely used in general optimization algorithms
(and X-ray CT problems), but the the shift-variance of the statistical 3D cost function makes
it difficult to find an efficient and shift-invariant preconditioner that approximates a shift-
variant Hessian of the cost function well. (Here the accuracy of the approximation of the
Hessian is the key to the acceleration.) Recently, VS techniques [46,75,94] accompanied by
the method-of-multipliers framework [13] have been introduced, dividing the problem into
easier sub-problems relieving the shift-variant nature of the statistical CT problems. Even
though the initial work on 2D CT [94] looked promising, the significant shift-variance of the
3D CT system made the VS approaches less effective [44,73]. (VS approach was initially
proposed along with PCG algorithms [75,94], but recent works [74,86] use other methods
such as OT or duality approach to circumvent the shift-variant nature.) In addition, their
increased memory in 3D CT and parameter tuning remain a problem. (A reduced memory
version [75] is available but provides slow convergence.)

Highly parallelizable OS-SQS methods [2] are less dependent on both large-scale and

12



shift-variance of the cost function, and thus we focus on further accelerating these in this
dissertation. OS methods [52] use only a subset of the measurement data per iteration for
computational efficiency, and have been used widely in tomography problems. OS methods
are usually combined with the SQS methods [2] because those are simple, efficient, and
massively parallelizable. We provide more details in next Sections 2.3.2.2 and 2.3.3.
Momentum techniques [10,79,81,83] that use previous update directions as momentum
towards the optimum for acceleration with minimal computational overhead become popular
in optimization community. These have been applied to X-ray CT [7,19,55], but we observed
that the algorithms are not fast enough in 3D X-ray CT problem (as discussed in [94]), which
we further accelerate by combining with OS methods in Chapter V. The details of momentum

techniques are reviewed in Section 2.3.4.

2.3.2 Optimization transfer methods

The previous section discussed couple of optimization algorithms that are widely used
or recently introduced in X-ray CT reconstruction. Here, we review a useful optimization
transfer (OT) framework [53,67] that is widely applied in X-ray CT optimization algorithms.
In general, any optimization algorithm has to determine a step size for the updating descent
direction such as a negative gradient at each iteration. Exactly (or almost exactly) searching
the optimal step size along the descent direction is expensive for a nonquadratic and large-
scale X-ray CT cost function (2.8). Alternatively, we usually adapt an OT method that
replaces a complicated cost function by a surrogate function at every iteration that is easier
to minimize. This may not provide the optimal step size for a given updating descent
direction, but improves computational efficiency while somewhat preserving the convergence
rate.

In other words, when a cost function ¥(x) is difficult to minimize, an OT method replaces
W (z) with a surrogate function ¢ (z) at the nth iteration for computational efficiency. This
is also known as a majorization-minimization principle [91], and a comparison function [51].
OT methods include well-known expectation maximization (EM) algorithms [23,28], separa-
ble surrogate (SS) algorithms based on De Pierro’s lemma [24,25,66] and surrogate algorithms
using Lipschitz constants [10,20].

The basic iteration of OT is

("t — arg min ¢™ (z). (2.14)

x>0

X

To monotonically decrease W(x), we design surrogate functions ¢ (z) that satisfy the fol-
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lowing majorization conditions:
(™) = ¢™(z™), U(z) < ¢™(z), VzeRY (2.15)

Constructing surrogates with smaller curvatures while satisfying condition (2.15) is the key
to faster convergence in the OT methods [41]; Chapter IV investigates different ways to
construct a surrogate that leads to both fast convergence rate and efficient computation.

The OT method has been used widely in tomography problems. De Pierro developed a
SS approach in emission tomography [24,25]. Quadratic surrogate (QS) functions have been
derived for nonquadratic problems, enabling monotonic descent [1]. SQS algorithms combine
SS and QS [2] and are the focus of Chapter IV. Partitioned SQS methods for multi-core
processors have been proposed for separating the image domain by the number of processors
and updating each of them separately while preserving monotonicity [99].

We use this OT method implicitly and explicitly for the efficient implementation for all
optimization algorithms used in this dissertation. We propose accelerating iterative algo-
rithms in Chapter IV that extend SQS algorithms and converge faster than the standard

SQS. The next two sections show two examples of OT methods.

2.3.2.1 Optimization transfer using the Lipschitz constant

The cost function W(x) that is continuously differentiable with Lipschitz constant L, i.e.,
IVU(z) — VU(2)|| < L|jz — 2|, Vz,zeRY"
can be majorized at the nth iteration as:

U(z) < o (2) £ (™) + V(M) (2 - 2™) + %Hx —2™|?, vreRY,  (2.16)

which satisfies (2.15). This construction leads to the following algorithm in Table 2.1, where

the notation [-]; enforces a nonnegativity constraint.

1: Initialize 2(®.

2: forn=0,1,--- , N —1

3: 2D = argmin,, qb(ﬁn) (z) = [2™W — LV (z™)]
4: end

Table 2.1: OT methods using the Lipschitz constant £

Table 2.1 is simple and provides monotonic descent updates with the following conver-
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gence rate [10]:
_ Ll — P
- 2n

Note that the above “global” convergence rate inequality holds for all iterations (n), unlike

T(z™) — W() (2.17)

the root-convergence factor [91] (in Section 4.2.1) that quantifies the “asymptotic” conver-
gence behavior. Considering that we are interested in developing iterative algorithms that
provide fast initial convergence rate rather than fast asymptotic rate, we focus on studying
the “global” convergence behavior like (2.17) throughout this dissertation.

In 3D X-ray CT, computing the (smallest) Lipschitz constant £ is expensive, so the

efficient SQS methods described next are usually preferred instead.

2.3.2.2 Separable quadratic surrogates methods

SQS methods [2] construct the following surrogate function with a diagonal Hessian

matrix D™ at the nth iteration:
n 1
U(2) < dygs(0) £ V(™) + V(Y (@ = o) + gllr = @[, Vr R, (218)

which satisfies (2.15). In PWLS reconstruction, for example, the standard SQS algorithm [2]

uses the following (precomputed) diagonal majorizing matrix:
D2 diag{A’WAl + |0|'diag{¢k(o)} |0|1} (2.19)

using the maximum curvature ¥4(0) = max, % (t) [1], where W = diag{w;} € RY**N¢
and |C| £ {|ew;]} € ]RTXNP, and the vector 1 € R™ consists of N, ones. The detailed
derivation of D in (2.19) and its extension using an iteration-dependent D™ for acceleration
are discussed in Chapter IV.

Table 2.2 gives the outline of the computationally efficient (and massively paralleliz-
able) SQS algorithm using the precomputed diagonal D, where the operation [-], enforces a
nonnegativity constraint by a (simple) element-wise clipping that replaces negative element
values to zero. The convergence rate of the SQS methods (that extends (2.17)) and its
acceleration are discussed in Chapter IV.

Both OT methods using Lipschitz constant and SQS methods in Tables 2.1 and 2.2 are
preferable implementation-wise, since they only require either % or D~ simple operation
per iteration, in addition to the gradient computation VW (x). However, none of them lead
to fast convergence due to large £ (or D™) in (2.17). Therefore, these are usually combined
with OS methods in tomography problems for accelerated (initial) convergence rates, which

we review 1n next section.
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1: Initialize £(® and compute D.

2: forn=0,1,--- ,N -1

3: 2 = argmin,, qbggs(x) = [z" — DIV (z)]
4: end

Jr

Table 2.2: SQS methods

2.3.3 Ordered subsets methods

X-ray CT iterative reconstruction requires both forward and back projection operations
Az and A’y on the fly [21,70] due to their large-scale in 3D, and thus computation of the
gradient VW(x) requiring two projections is very expensive. OS methods [52] accelerate
gradient-based algorithms by grouping the projection views into M subsets (approximately
evenly) and using only the subset of measured data to approximate the exact gradient of the
cost function.

In PWLS reconstruction, for example, OS methods define the subset-based cost function:

1 1
U, () & §|Iym — Anzlly, + MR(ZE) (2.20)

for m = 0,1,--- | M — 1, where ¥(z) = Zn]\f:_ol U,.(z) and the matrices y,,, A, W, are

sub-matrices of y, A, W = diag{w;} for the mth subset, and rely on the following “subset

balance” approximation [2,52]:
VU (2) ~ MV Uo(2) ~ -~ MV, (). (2.21)

Using (2.21), OS methods provide initial acceleration of about the factor of the number of
subsets M by replacing V¥(z) in Table 2.2 into MV V,,(x). Table 2.3 shows the OS version
of the SQS method in Table 2.2.

Initialize (¥ and compute D.

forn=0,1,--- /N —1

form=0,1,--- , M —1
k=nM+m

257) = [2GD) — DMV, (2(1)
+

end

end

Table 2.3: OS-SQS methods
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We count one iteration after all M sub-iterations are performed considering the use
of projection operators A and A’ per iteration, and expect to have initial acceleration of
O (RLM) (Using large M can slow down the algorithm in run time due to the regularizer
computation [18].) OS algorithms approach a limit-cycle because the assumption (2.21)
breaks near the optimum [71]. OS algorithms can be modified to converge to the optimum

with some loss of acceleration in early iterations [4,5].

2.3.4 Momentum methods

Momentum approaches are optimization methods that use previous updating directions
in addition to the current one to provide acceleration toward the optimum. A heavy-ball
method [93] and Nesterov’s first-order methods [79,83] are representative of the momentum
approaches, and we focus on Nesterov’s work here. Nesterov published a fast first-order
method using the difference between two previous iterates as a momentum approach for
smooth functions* in [79], and it was extended later for nonsmooth functions in [10], which is
one of the state-of-the-art methods in image restoration [9]. In [83], Nesterov also proposed
a new formulation of momentum using all previous iterates, which he also extended for
nonsmooth functions [84].

Nesterov’s two algorithms [79,83] have been used widely for various optimization prob-
lems. This section briefly reviews them. Both [79] and [83] use an optimization transfer
update described in Table 2.1. Then the algorithm is accelerated using previous iterates as
shown in Tables 2.4 and 2.5 [79,83]. We use the choice of parameters suggested in [104] for

the algorithm in Table 2.5, which provides faster convergence than the original choice in [83].

1: Initialize 2 = 20 t, =1
2: form=0,1,2,---

3 tasr = (1 + /1 —|—4t%>/2

g alm) = |20 - AT ()]

5 Z(n+1) e x(n+1) _|_ M(m(n'i'l) — x(n)>
6

tn+1
: end

Table 2.4: Nesterov’s momentum method (1983) in [79]

The sequences {93(")} generated by both algorithms have been proven to have the follow-

4 A smooth function f(z) is continuously differentiable with Lipschitz continuous gradient £ satisfying
[IVf(x) = Vf(2)|| < L]z — z|| for all 2,z € RN».
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1: Initialize 2@ = v = 20 ¢, =1

2: forn=20,1,2,---

3ty = (1 T 4t%>/2

4o ) — [z(n) _ %v\y(z(n))L

5. plnt)) — [Zm) —iyr tkvqj(z(k))]+

6 LnHD) — (1 - ;> 2+ 1 (1)
tn+1 tn+1

7

: end

Table 2.5: Nesterov’s momentum method (2005) in [83]

ing convergence rate [79,83]:

2L)|2© — 2|2
< =i I

= )
TL2

U(z™) — W(3) (2.22)
if ¥(x) is convex and has £-Lipschitz gradient. This O (#) rate is promising since ordinary
optimization transfer provides only O (%) rate in (2.17). However, the large Lipschitz con-
stant £ in CT problem causes slow convergence even with the O (#) rate. In Chapter V,
we illustrate that the rate O (n—g) plays an important role for the very fast convergence rate

of the proposed momentum methods combined with OS methods.
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CHAPTER III

Ordered subsets for 3D cone-beam X-ray CT

This chapter describes some simple modifications of ordered subsets (OS) algorithms that
improve their effectiveness for 3D CT. We first review the OS framework that is widely used
in tomography problems for fast initial convergence rate. OS methods can accelerate algo-
rithms by the number of subsets in early iterations by using a subset of the measured data
for each subset update. OS algorithms are most effective when a properly scaled gradient of
each subset data-fit term approximates the gradient of the full data-fidelity term, and then
the algorithm can accelerate convergence by a factor of the number of subsets. However,
standard OS algorithms usually approach a limit-cycle where the sub-iterations loop around
the optimal point. OS algorithms can be modified so that they converge by introducing
relaxation [4], reducing the number of subsets, or by using incremental optimization transfer
methods [5]. Unfortunately, such methods converge more slowly than ordinary OS algo-
rithms in early iterations. Therefore, we investigated averaging the sub-iterations when the
algorithm reaches a limit-cycle, which improves image quality without slowing convergence.
(There was a preliminary simulation study of this approach in [6].)

In cone-beam CT, the user must define a region-of-interest (ROI) along the axial (z)
direction for image reconstruction (see Fig. 3.1). Model-based reconstruction methods for
cone-beam CT should estimate many voxels outside the ROI, because parts of each patient
usually lie outside the ROI yet contribute to some measurements. However, accurately
estimating non-ROI voxels is difficult since they are incompletely sampled, which is called the
“long-object problem” [26]. Reconstructing the non-ROI voxels adequately is important, as
they may impact the estimates within the ROI. Unfortunately in OS algorithms, the sampling
of these extra slices leads to very imbalanced subsets particularly for large numbers of subsets,
which can destabilize OS algorithms outside the ROI. Here we propose an improved OS
algorithm that is more stable for 3D helical CT by defining better scaling factors for the
subset-based gradient [61].
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This work was published in a conference proceedings [61], and is included as a part of a

journal paper [62].
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Figure 3.1: Diagram of helical CT geometry. The (red) dashed region indicates the detector
rows that measure data with contributions from voxels both within and outside the ROI.

3.1 Ordered subsets (OS) methods

Here, we focus on a simple diagonally preconditioned algorithm, the SQS method, (see

Sections 2.3.2.2 and 4.1) that generates an image sequence {2(™} as follows:

) _ [ 1 (5 )y o 9 pr )
T = |z, — — | =—L(@") + —R(z'"") , (3.1)
= g (e + g e ) |

where dgn) can be derived using SQS method (see Section 4.1), and [-]; enforces a nonnega-
tivity constraint. Then, an OS algorithm (with M subsets) for accelerating the update (3.1)

has the following mth sub-iteration within the nth iteration:

o) _ o) L oy O ey 9 p ) 39
- - L ) R D)) 62
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where &J(-MW) scales the gradient of a subset data-fit term

L(z) = ) hi([Azl), (3.3)

and 9, consists of projection views in mth subset for m = 0,1,--- , M — 1. We count
one iteration when all M subsets are used once, since the projection A used for computing
data-fit gradients is the dominant operation.

If we use many subsets to attempt a big acceleration in the OS algorithm, some issues
arise. The increased computation for the gradient of regularizer in (3.2) can become a
bottleneck (this can be relieved by [18]). In addition, having less measured data in each

subset will likely break the subset balance condition
Vig(x) =~ VLi(z)~ -~ VLy_i(x). (3.4)

The update in (3.2) would accelerate the SQS algorithm by exactly M if the scaling factor
~(n+37)

i satisfied the condition:

o _ o L (0) (3.5)
A N DY '

It would be impractical to compute this factor exactly, so the conventional OS approach
is to simply use the constant v = M. This “approximation” often works well in the early
iterations when the subsets are suitably balanced, and for a small number of subsets. But in
general, the errors caused by the differences between ﬁm%)
cause two problems in OS methods. First, the choice v = M causes instability in OS methods

and a constant scaling factor ~

in a helical cone-beam CT that has limited projection views outside the ROI, leading to very
imbalanced subsets. Therefore, Section 3.2 proposes an alternative choice «y; that better
stabilizes OS for helical CT. Second, even with « replaced by 7;, OS methods approach
a limit-cycle that loops around the optimal point within sub-iterations [4]. Section 3.3

considers a simple averaging approach that reduces this problem.

3.2 Scaling factor for 3D helical geometry

The constant scaling factor v = M used in the ordinary regularized OS algorithm is
reasonable when all the voxels are sampled uniformly by the projection views in all the sub-
sets. But in geometries like helical CT, the voxels are nonuniformly sampled. In particular,

voxels outside the ROI are sampled by fewer projection views than voxels within the ROI
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(see Fig. 3.1). So some subsets make no contribution to such voxels, i.e., subsets are very
imbalanced. We propose to use a voxel-based scaling factor «; that considers the nonuniform
sampling, rather than a constant factor ~.

After investigating several candidates, we focused on the following scaling factor that is

expected to count the effective number of subsets for each voxel:

M-1
W= mZ_O [{Ziesm &Mai (ZlN:pl au) }’ (36)
where Iz = 1 if B is true or 0 otherwise.! As expected, v; < M for voxels outside the ROI
and v; = M for voxels within the ROI. We store (3.6) as a short integer for each voxel
outside the ROI only, so it does not require very much memory.

We evaluated the OS algorithm with the proposed scaling factors (3.6) using the GE
performance phantom (GEPP). Fig. 3.2 shows that the OS algorithm using the proposed
scaling factors (3.6) leads to more stable reconstruction than the ordinary OS approach,
which diverges outside the ROI. The instability seen with the ordinary OS approach may
also degrade image quality within the ROI as seen by the noise standard deviations in Fig. 3.2.
The results in Fig. 3.3 further show that the ordinary OS algorithm exhibits more variations
within the ROI due to the instability outside ROI, whereas the proposed OS algorithm is

robust.

3.3 Averaging sub-iterations

Although the new scaling factors (3.6) stabilize OS in helical CT and reduce artifacts, the
final noise level is still worse than a convergent algorithm (see Fig. 3.2 and 3.3) because any
OS method with constant scaling factors will not converge [71]. This section discusses one
practical method that can reduce noise without affecting the convergence rate. This approach
helps the OS algorithm come closer to the converged image, reducing the undesirable noise
in images reconstructed using OS algorithms with large M.

To ensure convergence, the incremental optimization transfer (I0T) method [5] was pro-
posed, which involves a form of averaging, but the greatly increased memory space required
has prevented its application in 3D X-ray CT. As a practical alternative, we investigated an
approach where the final image is formed by averaging all of the sub-iterations at the final

iteration ne,q of the OS algorithm (after it approaches its limit cycle). A memory-efficient

1 The scaling factor (3.6) is particularly chosen so that the SQS method (in Section 4.1) will have small

computation overhead as it can be computed simultaneously with the precomputation of the initial data-fit
denominator (4.10). The notation égn) is explained in Section 4.1.
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Figure 3.2: Effect of gradient scaling in regularized OS-SQS algorithm with GE performance
phantom (GEPP) in helical CT: Each image is reconstructed after running 20 iterations of
OS algorithm with 328 subsets, using ordinary and proposed scaling approaches. Standard
deviation o of a uniform region (in white box) is computed for comparison. We compute
full-width half maximum (FWHM) of a tungsten wire (red arrow) to measure the resolution.
(The result of a convergent algorithm is shown for reference. Images are cropped for better
visualization.)
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Figure 3.3: GE performance phantom: mean and standard deviation within a uniform region
in the first slice of the ROI (see Fig. 3.2) vs. iteration, showing the instability of ordinary
OS approach with 328 subsets, compared with the proposed OS approach. Also shown is
the result from a converged image z(>) generated from several iterations of a convergent
algorithm.

implementation of this approach uses a recursive in-place calculation:

p(5) = T p(8) ¢ L (ramtei) (3.7)

)
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) is an initial zero image, and z(!) is the final averaged image. There was a pre-

where z!
liminary simulation investigation of averaging the final iteration in [6], and we applied the
averaging technique to CT scans here. In Table 3.1, we investigated this averaging method
using a scan of the GEPP phantom and quantified the noise and resolution properties (as
described in Fig. 3.2), and evaluated root mean square difference (RMSD) between current

and converged image within the ROI:

) ()
rvsp 2 7o — Zrorll HU], (3.8)

\V Np,ROI

where N, ror is the number of voxels in the ROI. Table 3.1 shows that the averaging technique

successfully reduces the noise and RMSD.

Smoothed 0OS-SQS(328) Conv.
FBP w/o averaging | w/ averaging
Mean [HU] 1127.7 1123.3 1123.8 1123.7
Std. Dev. [HU]| 2.3 8.0 7.2 6.6
FWHM [mm] 14 0.7 0.7 0.7
RMSD [HU] 9.4 3.4 0.8

Table 3.1: GE performance phantom: Noise, resolution and RMSD behavior of OS-SQS(328
subsets) after 20 iterations followed by averaging.

3.4 Conclusion

We reviewed the OS algorithm and provided some simple modifications that were found to
be helpful for 3D cone-beam CT reconstruction. We have refined the OS algorithm to handle
a nonuniformly sampled helical CT geometry, which leads to more stabilized reconstruction.
We have also adapted an averaging sub-iterations approach at the last iteration to reduce
noise from the OS method.
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CHAPTER IV

Accelerated optimization transfer methods

This chapter discusses acceleration in optimization transfer methods, particularly sepa-
rable quadratic surrogates (SQS). SQS method is simple and massively parallelizable due
to the diagonal Hessian of the surrogate, and can be easily combined with OS framework
yielding OS-SQS method with fast initial convergence rate. But as it would benefit further
acceleration, we carefully review SQS method and propose three novel approaches that ex-
tend SQS method to accelerate the convergence rate based on a careful derivation. First, we
analyze the convergence rate of a standard SQS, and develop a spatially nonuniform SQS
(NU-SQS) algorithm that provides larger step sizes for the voxels that need more updates.
Second, with a knowledge of a bounded interval (BI) that includes the minimizer &, we
construct a tighter surrogate than the standard one, which we call SQS with BI (SQS-BI).
Last, we generalize SQS method to construct a surrogate with a tridiagonal matrix that is
tighter than the standard SQS, exploiting the fact that inverting a tridiagonal matrix can
be done efficiently.

Each proposed idea in Section 4.2 and 4.3.1 was published in a conference proceedings

[56,57], and the former one combined with Chapter III lead to a journal paper [62].

4.1 Separable quadratic surrogates (SQS) methods

We first construct a quadratic surrogate at the nth iteration for the nonquadratic cost
function in (2.8):

U(z) = L(z) + R(z) < QY (2) + QW (x), (4.1)
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where Q(Ln) (x) and ng) (x) are quadratic surrogates for L(x) and R(z). Based on (2.8), the

quadratic surrogate for L(z) has the form:

Ng
QM (@) =" ™ ([Ax),), (4.2)
=1
() A 1 )y i () (myy , & (n)
0(0) £ () + R () 1) + - P (4.3

where " £ [Az(™];, and &" = max {éﬁ”), 77} is the curvature of ¢ (t) for some small

positive value 7 that ensures the curvature & positive [1]. In PWLS problem, h; (-) is

quadratic already, so qi(") (t) = hi(t). The quadratic surrogate Qg)(:n) for R(x) is defined
similarly.
We choose curvatures {éﬁ")} that satisfy the monotonicity conditions in (2.15). For PL,

the smallest curvatures:

hi(0)—hi (¢ 48 by (1)) (n)
.(n) a |:2 ]2 , b >0,
(63 = v + (4.4)

[7:(0)] . M =,

where [t]; = max{t, 0}, called “optimal curvatures,” lead to the fastest convergence rate but
require an extra back-projection each iteration for nonquadratic problems [1]. Alternatively,
we may use “maximum curvatures”:

s .

¢ < max hi(t) (4.5)
that we can precompute before the first iteration [1].

Next, we generate a separable surrogate of the quadratic surrogate. For completeness,

we repeat De Pierro’s argument in [2]. We first rewrite forward projection [Azx]; as follows:

Np Np
n Qg5 n n
Az} = aya; =) ) <7T(i) (2 — ;") + [Aa! )]i> : (4.6)

i=1 j=1 i

a;;7#0

(n)
(]
Zévjl WZ(;L) =1 for all 7. Using the convexity of qz(") (-) and the convexity inequality yields

where a nonnegative real number 7;;” is zero only if a;; is zero for all 7, j, and satisfies

NP
n n) (n (73] n n
¢ ([Az];) < Y 7Pl (—,z (; — V) + [Aaf m) . (4.7)
(n)
j=1 Tij
a;; 70
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Thus we have the following SQS ¢(L")(:c) (with a diagonal Hessian) for the data-fit term L(x):
L(z )<QL () < Z¢L] 5), (4.8)

Z m;) ( Sy — ) + [Ami) . (4.9)
m;
a”7£0 g
The second derivative (curvature) of the surrogate ¢! I J(x]) is
Ny
L,(n) A
d; o 2¢> Z (4.10)

We can define a SQS qﬁgz(:p]) for the regularizer similarly, and it has the curvature:

n) ck
d; & B 2¢ Z i (0 5), (4.11)

ckﬂeo i
where 7T,(£-) have similar constraints as 7T§;l), Yr(0) = max, 1 (t) for maximum curvature [2],
or ¥;,(0) can be replaced by 1y, ([Cz™],) /[Cz™],, for Huber’s optimal curvature [51, Lemma
8.3, p.184].
Combining the surrogates for the data-fit term and regularizer and minimizing it in (2.14)
leads to the following separable quadratic surrogate (SQS) method [2] that updates all voxels

simultaneously with a “denominator” d§n) = df’(n) + df’(n):

n+1 n 1 a n
2 = x§)—p@—‘1’(fv( ))] , (4.12)
]

J

where a clipping []; enforces the nonnegativity constraint. (Fig. 4.1 provides an illustration
of the SQS update (4.12) on a 2D contour example, where it constructs a SQS surrogate
o & qS(Ln) (x) + ¢§% (z) at the nth iteration with a diagonal Hessian D™ £ dlag{d n) } and
minimizes the surrogate to generate the next iterate z("*!) as (4.12).) This SQS decreases
the cost function W(z) monotonically, and it converges based on the proof in [53]. If ¥(x)
is convex, a sequence {:B(”)} converges to z(>) that is a global minimizer &. Otherwise,
{x(”)} converges to a local minimizer (> which may or may not be a global minimizer &

depending on the initial image z(%.
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Figure 4.1: 2D illustration of SQS method: SQS methods construct a SQS surrogate ¢(™
and update to next iterate 2"+ by minimizing the surrogate. Note that the shape of SQS
surrogate ¢(™ is aligned to coordinate axes (for efficient implementation as in (4.12)), but
not to the contour of the cost function ¥(x).

The implementation and convergence rate of SQS depend on the choice of WZ(?). A general

form for 771'(;1) is
A
(n) & ij
T = SNk (4.13)
=1 il
a;#0

where a nonnegative real number Ag;) is zero only if a;; is zero. Then (4.10) can be re-written

as
TR -
=SS S AP | (4.14)
i=1 Aij I=1
aij7é0 a;;7#0

Summations involving the constraint a;; # 0 require knowledge of the projection geometry,
and thereby each summation can be viewed as a type of forward or back projection.
The standard choice [2,41]:

j\ij = Qij, S\kj = |ij‘7 (4-15)

leads to

Ny Np
i=1 =1
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and

d = Zwk )exs| (Z w) : (4.17)

=1

This choice is simple to implement, since the (available) standard forward and back pro-
jections can be used directly in (4.16). (Computing Jf’(n) in (4.17) is negligible compared
with (4.16).) The standard SQS generates a sequence {z(™} in (4.12) by defining the de-
nominator as

7n) & FL,(n) | FR,(n)

dm & gl g, (4.18)

However, we prefer choices for )\E;L) (and )\,(;;)) that provide fast convergence. Therefore,
we first analyze the convergence rate of the SQS algorithm in terms of the choice of )\Z(;l) in
Section 4.2.1. Then, Section 4.2.2 introduces acceleration by choosing better )\E;) (and )\,(J;.))
than the standard choice (4.15), which we name as a spatially nonuniform SQS (NU-SQS).
Fig. 4.2 extends the illustration in Fig. 4.1 to present the intuition of the proposed NU-SQS
methods that encourage larger updates for the voxels that need more updates for acceleration
from standard SQS, with appropriately chosen /\E?) (and )\,(g)) based on convergence analysis

discussed in next sextion.

Figure 4.2: 2D illustration of SQS method: (a) Standard SQS methods using (4.16) construct
a SQS surrogate ¢(™ with a similar shape regardless of the current location 2™ respect to
the location of the minimizer &. (b) Proposed nonuniform (NU) SQS methods are expected
to construct a SQS surrogate that is adaptively adjusted based on the current z(™ respect
to & to encourage larger updates for the voxels that need more updates.

We also provide two other variants of SQS in Section 4.3.
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4.2 Spatially nonuniform SQS methods

We provide the convergence analysis of SQS algorithm, and propose NU approach that
leads to faster convergence rate based on the analysis. The convergence rate of the sequence
{x(”)} generated by the SQS iteration (4.12) depends on the denominator D™ £ diag{dgn)}

(or )\gl)), and the main goal is to choose )\E;L) so that the sequence {x(")} converges faster.

4.2.1 Convergence rate of SQS methods

The asymptotic convergence rate of a sequence {x(")} that converges to (%) is measured
by the root-convergence factor defined as R, {a:(")} 2 limsup, ., Hx(”) — x(oo)Hl/n in [91,
p. 288]. The root-convergence factor at (> for SQS algorithm is given as R, {m(”)} =
p (I —[D]7LH®)) in [91, Linear Convergence Theorem, p. 301] and [39, Theorem 1],
where the spectral radius p(-) of a square matrix is its largest absolute eigenvalue and H () &
V2 (2(>°)), assuming that D™ converges to D(>). For faster convergence, we want 1, {:17(”)}
and p(-) to be smaller. We can reduce the root-convergence factor based on'! [39, Lemma
1], by using a smaller denominator D™ subject to the majorization conditions in (2.15)
or (4.8).

However, the asymptotic convergence rate does not help us design D™ in the early

iterations, so we consider another factor that relates to the convergence rate of SQS:

Lemma 1. For a fized denominator D (using the mazimum curvature (4.5)), a sequence
{x(”)} generated by an SQS algorithm (4.12) satisfies

@ = 2],

\p(x(nﬂ)) _ q,(x(oo)) < CTCEY :

(4.19)

for any n >0, if ¥(x) is convex.

Lemma 1 is a simple generalization of Theorem 3.1 in [10], which was shown for a sur-
rogate with a scaled identity Hessian (using Lipschitz constant).? The inequality (4.19)
shows that minimizing Hx(o) — JZ(OO)H p With respect to D will reduce the upper bound of
U(2™) — ¥(2(>)), and thus accelerate convergence. (Since the upper bound is not tight,
there should be a room for further acceleration by choosing better D, but we leave it as

future work.)

VIf D7V = Dyt = H®) = 0, then p(I — D;YH() < p(I — D' H™) < 1.

2 Note that Lemma 1 can be further generalized for any positive definite matrix D, where the surrogate
with such Hessian D satisfies the conditions (2.15) and (2.18). Here, we focus on a diagonal matrix D
because the corresponding SQS algorithm leads to efficient implementation.
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We want to adaptively design D™ to accelerate convergence at the nth iteration. We
can easily extend Lemma 1 to Corollary 1 by treating the current estimate 2™ as an initial

image for the next SQS iteration:

Corollary 1. A sequence {x(")} generated by an SQS algorithm (4.12) satisfies

\I](x(nJrl)) _ \p(x(oo)) < Hx(n) — x(OO)WD(n)

< 5 (4.20)

for any n >0, if U(z) is conver.

The inequality (4.20) motivates us to use ‘:vgn) — 3:5.00)| when selecting d;n) (and )\1(-;1)) to
accelerate convergence at nth iteration. We discuss this further in Section 4.2.2.1. We fix
D™ after the ng, number of iterations to ensure convergence of SQS iteration (4.12), based
on [53]. In this case, D™ must be generated by the maximum curvature (4.5) to guarantee
the majorization condition (2.15) for subsequent iterations.

From (4.12) and (4.14), the step size Ag.n) of the SQS iteration (4.12) has this relationship:

m s o) _ w1

dj

where smaller d;") (and relatively larger )\Z(-;”)) values lead to larger steps. Therefore, we
should encourage dg.”) to be small (Ag?) to be relatively large) to accelerate the SQS algo-
rithm. However, we cannot reduce d§~") simultaneously for all voxels, due to the majorization
conditions in (2.15) and (4.8). Lemma 1 (and Corollary 1) suggest intuitively that we should
try to encourage larger steps Agn) (smaller dg")) for the voxels that are far from the optimum

to accelerate convergence.

4.2.2 NU-SQS methods

We design surrogates that satisfy condition (2.15) and provide faster convergence based on
Section 4.2.1. We introduce the “update-needed factors” and propose a spatially nonuniform
SQS (NU-SQS) algorithm.

4.2.2.1 Update-needed factors

Based on Corollary 1, knowing $§n) — xg»oo) would be helpful for accelerating convergence
}OO) is unavailable in practice. Non-homogeneous coordinate descent

(NH-CD) algorithm [109] used the difference between the current and previous iteration

at the nth iteration, but x
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instead:

u§") £ max { |x§") — $§»n71)|, (5(”)} : (4.22)
which we call the “update-needed factors” (originally named a voxel selection criterion (VSC)
in [109]). Including the small positive values {6} ensures all voxels to have at least a small

amount of attention for updates. This ug.") accelerated the NH-CD algorithm by visiting
(n)

voxels with large u; more frequently.

4.2.2.2 Design

For SQS, we propose to choose AE;L) to be larger if the jth voxel is predicted to need more
updates based on the “update-needed factors” (4.22) after the nth iteration. We select
)‘z(?) = aijU§”), (4.23)

5-") and satisfies the condition for )\1(»;1). This choice leads to the

following NU-based denominator:

which is proportional to

R 1 Nd Np
o o} (21

which leads to spatially nonuniform updates Ag»") oC U
If it happened that

[of — 43| ~ Bl — "V for all (4.25)

where B is a constant, then the NU denominator d~f’(n) would minimize the upper bound of
U (xm+)) — ¥(2(>)) in Corollary 1:

Lemma 2. The proposed choice J]L’(n) in (4.24) minimizes the following weighted sum of the

denominators
NP

3 (u§”)>2 b (4.26)

j=1
over all possible choices of the df’(") in (4.14).
Proof. In Appendix A. O]

The proposed d~f’(n) in (4.24) reduces to the standard choice JJL’(") in (4.16) when {ugn) } is

uniform. Similar to the standard choice Jf’(n), the proposed choice dj’(’” can be implemented
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easily using standard forward and back projection. However, since (jf’(") depends on iteration
(n), additional projections required for JJL’(") at every iteration would increase computation.
We discuss ways to reduce this burden in Section 4.2.2.6.

Similar to the data-fit term, we derive the denominator of NU-SQS for the regularizer

term to be:
1 Nr NP
TR,(n i n
arm — — > (0)]cx) (Z |y >> : (4.27)
Ui p=1 I=1
from the choice 5\,(;;) = |ckj|u§") and the maximum curvature method in [2]. Alternatively,

we may use Huber’s optimal curvature [51, Lemma 8.3, p.184] replacing 1 (0) in (4.27) by
Un ([Cz™]),) /[Cz™]),. The computation of (4.27) is much less than that of the data-fit term.
Defining the denominator in the SQS iteration (4.12) as

) & GLm) | R0
d" £ dr" 4 d] (4.28)

leads to the accelerated NU-SQS iteration, while the algorithm monotonically decreases ¥ (z)
and is provably convergent [53]. We can further accelerate NU-SQS by OS methods [2,52] in
Chapter I11I, while losing the guarantee of monotonicity. This algorithm, called OS algorithms

based on a spatially nonuniform SQS (NU-OS-SQS), generates a sequence {xg»m%)} using

gl nat-m 1 0 m 0 m

J Jgn) x; Ox; n
where ; is computed from (3.6) (see Chapter III for more details of OS method).

4.2.2.3 Dynamic range adjustment of u§-n)

In reality, (4.25) will not hold, so (4.22) will be suboptimal. We could try to im-
prove (4.22) by finding a function f™(-) : [§™, o0) — [¢, 1] based on the following:

(n) _, (c0) 2

Np

where ¢ is a small positive value. Then we could use f™ (ugn)) as (better) update-needed

factors. However, solving (4.30) is intractable, so we searched empirically for good candidates
for a function £ (.).

Intuitively, if the dynamic range of the update-needed factors ug-n) in (4.22) is too wide,
then there will be too much focus on the voxels with relatively large ug-"), slowing the overall
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convergence rate. On the other hand, a narrow dynamic range of ug-") will provide no speed-
up, since the algorithm will distribute its efforts uniformly. Therefore, adjusting the dynamic
range of the update-needed factors is important to achieve fast convergence. This intuition
corresponds to how the NH-CD approach balanced between homogeneous update orders and

nonhomogeneous update orders [109].

)

To adjust the dynamic range and distribution of u§n , we first construct their empirical

cumulative density function:

. 1
Fid(u) 2 N > f{uwgu} (4.31)
=1

to somewhat normalize their distribution, where Iy = 1 if B is true or 0 otherwise. Then

we map the values of F, C(gf)(u) by a nondecreasing function g(-) : [0, 1] — [e, 1] as follows

i 2 o) = g (FR ™)), (4.32)

al

which controls the dynamic range and distribution of { ;

} ’ , and we enforce positivity
j=1

in g(-) to ensure that the new adjusted parameter 5\5?) = aij&§~n)

(We set 5™ in (4.22) to zero here, since a positive parameter € ensures the positivity of
(n) (n)
J J

are presented in Fig. 4.3. Then we use

is positive if a;; is positive.

5\2(?) if a;; is positive.) The transformation (4.32) from u;" to @
adjustment (DRA), and two examples of such €L§n)

ﬂ;n) instead of ugn) in (4.23).

Here, we focus on the following function for adjusting the dynamic range and distribution:

is called dynamic range

g(v) £ max {v', €} (4.33)

where t is a nonnegative real number that controls the distribution of ﬂ§-n) and € is a small
positive value that controls the maximum dynamic range of ﬂgn). The function reduces to
the ordinary SQS choice in (4.15) when ¢ = 0. The choice of g(-), particularly the parameters
t and € here, may influence the convergence rate of NU-SQS for different data sets, but we
show that certain values for ¢ and e consistently provide fast convergence for various data

sets.
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Figure 4.3: Shoulder region scan: 12;2) and {ng) after dynamic range adjustment (DRA) for

NU-0S-SQS(82 subsets), with the choice g(v) = max {v'° 0.05}. NU-OS-SQS updates the
(n)

J

voxels with large u; ’ more, whereas ordinary OS-SQS updates all voxels equivalently.

4.2.2.4 Related work

In addition to the standard choice (4.15), the choice

with a small nonnegative 0, has been used in emission tomography problems [24,25] and in

transmission tomography problems [41,66]. This choice is proportional to £E§n), and thereby

(n)
J
NU-SQS algorithm based on “intensity”. However, intensity is not a good predictor of which

provides a relationship A§-n) o z; . This classical choice (4.34) can be also viewed as another
voxels need more update, so (4.34) does not provide fast convergence based on the analysis
in Section 4.2.1.

4.2.2.5 Initialization of u|”

Unfortunately, u'™ in (4.22) is available only for n > 1, i.e., after updating all voxels

once. To define thej initial update factors u§0), we apply edge and intensity detectors to
an initial filtered back-projection (FBP) image. This is reasonable since the initial FBP
image is a good low-frequency estimate, so the difference between initial and final image will
usually be larger near edges. We investigated one particular linear combination of edge and
intensity information from an initial image. We used the 2D Sobel operator to approximate
the magnitude of the gradient of the image within each transaxial plane. Then we scaled
both the magnitude of the approximated gradient and the intensity of the initial image to

have a same maximum value, and computed a linear combination of two arrays with a ratio

35



2 : 1 for the initial update-needed factor ug-o), followed by DRA method. We have tried other
linear combinations with different ratios, but the ratio 2 : 1 provided the fastest convergence

rate in our experiments.

4.2.2.6 Implementation

The dependence of )\g?) on iteration (n) increases computation, but we found two practi-
(n)
J

Nioop > 1 iterations instead of every iteration. This is reasonable since the update-needed fac-

cal ways to reduce the burden. First, we found that it suffices to update ;" (and Jﬁ")) every
tors usually change slowly with iteration. In this case, we must generate a surrogate with the
maximum curvature (4.5) to guarantee the majorization condition (2.15) for all iterations.
Second, we compute the NU-based denominator (4.24) simultaneously with the data-fit gra-
dient in (4.12). In 3D CT, we use forward and back projectors that compute elements of the
system matrix A on the fly, and those elements are used for the gradient VL(x) in (4.12).
For efficiency, we reuse those computed elements of A for the NU-based denominator (4.24).
We implemented this using modified separable footprint projector subroutines [70] that take
two inputs and project (or back-project) both. This approach required only 29% more com-
putation time than a single forward projection rather than doubling the time (see Table 4.1).
Combining this approach with nj,, = 3 yields a NU-SQS algorithm that required only 11%

more computation time per iteration than standard SQS, but converges faster.

SQS | 0OS-SQS(82) | NU-OS-SQS(82)
Rloop - - 1 ]3] 5
1 Iter. [sec] || 82 125 161 | 139 | 133

Table 4.1: Run time of one iteration of NU-OS-SQS(82 subsets) for different choice of njeep
for GE performance phantom.

(n
J
In the proposed algorithm, we computed ﬁ;n) during one iteration, and then computed the

Computing u ) and the corresponding NU-based denominator requires one iteration each.

NU-based denominator (4.24) during the next iteration combined with the gradient com-
putation VL(z). Then we used the denominator for ny,, iterations and then compute ﬂgn)
again to loop the process. The outline of the proposed NU-OS-SQS algorithm is described

in the following Table 4.2.
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Set M, Nend, Nioop and initialize x by an FBP image.
Generate u; from an FBP image by edge and intensity detectors.

Compute the maximum curvature ¢; = max {h,(O), n}.

df=0,7 =0, 2. = x;, and the final image z; = 0.
i i 7, J J

Z%Uk )exsl (Z |Crl|ul> (4.35)

U5

n=20
form=0,1,...,. M —1
]sub - Z Czaz] <Z azl“l) (436)
J i€Sm
dj+= djg and 4= Trp gy

end

Table 4.2: Outline of the proposed NU-OS-SQS algorithm (cont’d).

37



form=1,2,...,Nenga — 1

if n mod njeep = 1 and n < ngy
dt = d¥, and compute d¥ by (4.35)
elseif n mod Nioop = Nioop — 1 and n < ngx — 2
Ljref = Lj
elseif n mod njoep = 0 and n < gy — 1
df =0, and u; = g(Fear(; — Tjref))

end
form=0,1,.... M —1
Ij,prev:xj

if n mod njeep # 0 or N > ngy

0
gjL,sub = a_ijm(xprev) (437)
else
compute both df,, by (4.36) and gf, by (4.37)
simultaneously using two-input projection function, and
L, gL
dj += dj,sub
end ; 5
ngj,sub + aTjR(xTrev) (4 38)
Tj = | Tjprep — > 5 :
J J,prep df + df
ifn=nmneq —1
m 1

T m+1$j+m+1$j
end
end

end

Table 4.2: Outline of the proposed NU-OS-SQS algorithm.
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4.2.3 Results

We investigated the proposed NU-OS-SQS algorithm for PWLS image reconstruction (2.10)
with a nonnegativity constraint. The PWLS cost function is strictly convex and has a unique
global minimizer [27]. We implemented the NU-OS-SQS algorithm in C and executed it on
a Mac with two 2.26GHz quad-core Intel Xeon processors and a 16GB RAM. We used 16
threads, and projection views were grouped and assigned to each thread. We used the ap-
proaches in Chapter III that are developed for OS method in 3D helical geometry, the scaling
factor for helical geometry in Section 3.2 and the averaging technique in Section 3.3.

Four 3D helical CT data sets are used in this section to compare the proposed NU-OS-SQS
algorithm to the ordinary OS-SQS algorithm, and we used the GE performance phantom
(GEPP) to measure the resolution. We used two other clinical data sets to investigate the
performance of NU approach. We investigated tuning the DRA function g(-) in (4.33) to
provide fast convergence rate for various data sets. We also provide results from a simulation
data set.

We chose the parameters of the cost function ¥(x) in (2.8) to provide a good image. We
defined an edge-preserving potential function ¢ ([Cz|x) = Br([Cz]x) by the function (t)
in (2.13) (with a = 0.0558, b = 1.6395, and § = 10), and the spatial weighting /3, [43] that
provides resolution properties emulating the GE product “Veo”. We used M = 82 subsets
for the OS algorithms, assigning 12 out of 984 projection views per rotation to each subset.
We used the maximum curvature (4.5) for generating the denominator of surrogate function
of the cost function ¥(x), and focused on ny,, = 3 which balances the convergence rate and
run time, based on Table 4.1.

In Section 4.2.1, we recommended fixing the denominator Jgn) (generated by the maxi-
mum curvature (4.5)) after ng, iterations in NU-SQS algorithm to guarantee convergence.
This condition is less important theoretically when we accelerate the NU-SQS algorithm
with OS methods that break the convergence property. However, we still recommend fixing
Jgn) after ngy iterations (before approaching the limit-cycle) in the NU-OS-SQS algorithm,
because we observed some instability from updating dgn) (and ﬂ§")) every nNioop iterations
near the limit-cycle in our experiments. We selected ng, = 7 for GEPP, but we did not use
ngy for other two cases because the algorithm did not reach a limit-cycle within ne,q = 20
iterations, and we leave optimizing ng, as a future work.

In Section 3.2, we stabilized the OS-SQS algorithm outside ROI in helical geometry
by using the factor 7; in (3.6). However, we experienced some instability outside ROI in
NU-OS-SQS methods even with (3.6), because a small NU denominator d§"> outside ROI
is more likely to lead to instability than for voxels within the ROI due to the incomplete

sampling outside ROI. Therefore, we prevent the denominator CZ§"> outside ROI from being

39



very small. We empirically modified the DRA function in Section 4.2.2.3, and used it for
our experiments, improving stability outside ROI. We first modified the function (4.31) as

follows:

Fii(u) £ N ZI{w;mSu} (4.39)
1

for 7; in (3.6), since the value of ug-n) in (4.22) outside ROI was found to be relatively large
due to the incomplete sampling. We further modified (4.32) and (4.33) to prevent Jgn) from

becoming very small outside ROI as follows with g(v; a) = max {av?, €}:

) a )9 (F(fgl) (yju(n)); 1) , if jth voxel within ROI,

o 7 (4.40)

9 (Fc(gf) (w§”)); 0.5) , otherwise.

4.2.3.1 GE performance phantom

We reconstructed 512 x 512 x 47 images of the GEPP from a 888 x 64 x 3071 sinogram (the
number of detector columns x detector rows X projection views) with pitch 0.5. We evalu-
ated the full width at half maximum (FWHM) of a tungsten wire (see Fig. 3.2). Fig. 4.4(a)
shows the resolution versus run time and confirms that nonuniform (NU) approach accel-
erates the SQS algorithm. This dramatic speed-up in FWHM is promising since SQS-type
algorithms are known to have slow convergence rate of high frequency components [96].
We also evaluated the convergence rate by computing RMSD (3.8) between current and
converged® image versus run time, within ROI.

Figs. 4.4(a) and 4.4(b) illustrate that increasing ¢ in g(-) in (4.33) accelerates the conver-
gence of “update-needed” region, particularly the wire and edges in GEPP. However, highly
focusing the updates on few voxels will not help speed up the overall convergence for all
objects. Therefore, we further investigate the choice of g(-) using various patient CT scans.

The RMSD plots* of NU-OS-SQS in Fig. 4.4(b) reached a limit-cycle after 1500 sec that
did not approach zero. Averaging the sub-iterations at the final iteration that is suggested
in Section 3.3 improved the final image with small computation cost, yielding the drop in
RMSD at the last 20th iteration in Fig. 4.4(b). The reduced noise was measurable in the

reconstructed image as seen in Table 3.1.

3 We ran 100 iterations of OS-SQS algorithm with 41 subsets, followed by each 100 iterations of OS-SQS
algorithm with 4 subsets, and 2000 iterations of (convergent) SQS. We subsequently performed 100 iterations
of (convergent) NH-ABCD-SQS [57] to generate (almost) converged images 2(°°).

4 We also provide the plots of the cost function for GEPP and shoulder region scan in Section 4.2.3.4.
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Figure 4.4: GE performance phantom: plots of (a) FWHM and (b) RMSD as a function of
run time for different choice of DRA parameters t for e = 0.05. The plot markers show each
iteration. There are no changes during first iterations, since we consider precomputing the
denominator using one forward and back projections as one iteration.

4.2.3.2 Shoulder region scan

In this experiment, we reconstructed a 512 x 512 x 109 image from a shoulder region scan
888 x 32 x 7146 sinogram with pitch 0.5. Figs. 4.5(a) and 4.5(b) show that the nonuniform
approach accelerates convergence, depending on the choice of parameters in g(-). We inves-
tigated the relationship between the convergence rate and the DRA function ¢(-) by tuning
both the parameters ¢ and € in (4.33). Fig. 4.5(a) shows that increasing ¢ to 10 accelerated
convergence, but larger ¢ values did not help as the choice of t = 40 was slower than ¢ = 10.
In Fig. 4.5(b), decreasing € to 0.01 accelerated the algorithm in this shoulder region scan,
but not for the data set in Section 4.2.3.3, so ¢ = 0.05 appears to be a reasonable choice
overall.

We averaged the sub-iterations at the last iteration, but Figs. 4.5(a) and 4.5(b) did not
show a drop at the final iteration (which appeared in Fig. 4.4(b)), because the algorithm
had not yet reached a limit-cycle. Even though averaging technique in Section 3.3 did not
noticeably decrease the RMSD, the reconstructed image had measurable noise reduction in
regions that already reached a limit-cycle like uniform regions. (Results not shown.)

In Fig. 4.6(a), we illustrate that statistical image reconstruction can reduce noise and pre-
serve image features compared to analytical FBP reconstruction. The reconstructed images
of (NU-)OS-SQS show that NU approach helps OS-SQS to approach the converged image

faster than the ordinary method. After the same computation (95 min.), the reconstructed

41



image of OS-SQS still contains streaks from the initial FBP image, while NU-OS-SQS has
reduced the streaks. This is apparent in the difference images between the reconstructed
and converged images in Fig. 4.6(b).

By analyzing NU-OS-SQS in two CT scans, we observed that the parameters ¢ = 10 and
¢ = 0.05 consistently accelerated the algorithm by about a factor of more than two.> (The
choice € = 0.01 was too aggressive in our other experiments.) We also have observed more

than two-fold accelerations in other experiments. (Results not shown.) Fig. 4.5(b) shows the

(n) & .,.(n)__ (o)
el R
. This result suggests that additional optimization of the

RMSD plot using the (practically unavailable) oracle update-needed factor u
(n)
J

DRA method and initialization of ﬁg-o) could further speed up the NU algorithm in future

instead of our heuristic choice @

work.
o &
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Figure 4.5: Shoulder region scan: plot of RMSD versus run time for different choice of
parameters (a) t and (b) € in g(v) = max {v', €}.

4.2.3.3 Truncated abdomen scan

We also reconstructed a 390 x 390 x 239 image from a 888 x 64 x 3516 sinogram with
pitch 1.0. This scan contains transaxial truncation and the initial FBP image has truncation
artifacts [108] that can be reduced by iterative reconstruction. The choice of ugp) described
in Section 4.2.2.5 did not consider truncation effects, and we found that NU-OS-SQS did not
reduce such artifacts faster than standard OS-SQS. (The large patient size may also have

5 We used the run time and RMSD of standard OS-SQS after 20 iterations (without averaging) as a
reference to compare with the NU-OS-SQS for each data set. Then we compared the run time of NU-OS-
SQS that is required for achieving the reference RMSD with the reference run time, and confirmed that NU
provided more than two-fold accelerations in two CT scans.
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Figure 4.6: Shoulder region scan: (a) Center slice of initial FBP, converged image and recon-
structed image by 0OS-SQS(82) and NU-OS-SQS(82)-g(v) = max {v'°, 0.05} after about 95
min. (b) Difference between the reconstructed and converged images are additionally shown
to illustrate the acceleration of NU approach. (Images are cropped for better visualization.)

reduced the possible speed-up by the NU method, compared to the previous two scans.)
Therefore, we investigated an alternative NU method that can reduce truncation artifacts
faster than standard algorithm.

We designed a modified NU method using a few (mgy,,) sub-iterations of standard OS-SQS

to generate the initial update-needed factor u'” | which may also be a reasonable approach

7
(m/M)
b

for other scans. We perform initial sub-iterations in (4.29) efficiently using two-input

projectors (in Section 4.2.2.6) and replacing the all-view denominator Jf’(n) in (4.24) by a

standard subset-based denominator [4]:

e S

dop ™ = 5§M)Gz‘j <Z ail) ; (4.41)
where S, consists of projection views in mth subset. The scaling factor 7; in (3.6) is
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unavailable at this point, so we use v = M instead. After myy,, sub-iterations, we compute

the following initial update-needed factors:

™Msub
ngO) = fs(ubM ) <

(3% _ o

L j sub j

) , (4.42)

(""sub )
M

where f, " /() is a DRA function in (4.32), and we use these to compute the NU denomi-
nators ij,(o) and ch”’(O) that we use for first Noop OUter iterations.

Fig. 4.7(a) shows that statistical image reconstruction provides better image quality than
FBP reconstruction. Fig. 4.7(b) illustrates that this NUsub-OS-SQS approach reduces the
truncation artifacts faster than the standard OS-SQS and NU-OS-SQS. Although standard
OS-SQS reduces noise faster than other two algorithms in Fig. 4.7(b), both NU-OS-SQS and
NUsub-OS-SQS show better convergence near the spine, the boundary of patient, and other
internal structures than OS-SQS at the same computation time (90 min.).

Next, two sections are from the supplementary material of [62] that supports the previous

experimental results.

4.2.3.4 Cost function plots

This section provides cost function plots for GEPP and shoulder region scan in Sec-
tions 4.2.3.1 and 4.2.3.2.

Previously, we computed RMSD within the ROI to evaluate the convergence rate of
the proposed algorithm. Another way to assess the convergence rate is computing the cost

function W(x) in (2.8) at each iteration. We used the following metric:

MY (250
f("):2010g10(\11( \D)(x(f)() )) [dB] (4.43)

to better visualize how the cost function decreases each iteration. We used double precision
and triple for loops when accumulating W(z(™) to ensure high accuracy.

Fig. 4.8 shows plots of £ for the choices of parameters used in Figs. 4.4 and 4.5 for two
real 3D scans; GEPP and shoulder region scan. Fig. 4.8(a) shows that for the GEPP case, the
NU-0OS-SQS methods decreased the cost function at about the same rate than the ordinary
OS method, or even perhaps slightly slower. In contrast, when we plotted RMSD distance to
the converged image within the ROI in Fig. 4.4, NU-OS-SQS converged significantly faster.
The reason for this different behavior is that the cost function plot considers all voxels, even
those outside the ROI which are not of interest clinically. It is known that OS methods are

not guaranteed to converge and apparently the non-ROI voxels are either not converging
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Figure 4.7: Truncated abdomen scan: (a) Center slice of FBP, converged image, and re-
constructed image by NUsub-OS-SQS(82)-g(v) = max {v'?, 0.05} using a§0) in (4.42) gen-
erated from sub-iterations. (b) Difference between the reconstructed and converged images,
where images are reconstructed by OS-SQS(82) after 5400sec (20iter.), NU-OS-SQS(82) after

5230sec (18iter.) using a§0) extracted from FBP based on Section 4.2.2.5, and NUsub-OS-

SQS(82) after 5220sec (17iter.) using a§0) in (4.42). The (black) arrows indicate truncation
artifacts. Images are cropped for better visualization.

or perhaps approaching a larger limit-cycle, presumably due to the poor sampling in the
padded slices outside the ROI, even with the stabilizing methods outside ROI described in
Section 3.2. Therefore, cost function plots may not provide practical measures of convergence
rate for OS methods, particularly with acceleration. Future research on trying to further
stabilize the NU-OS-SQS algorithm outside the ROI also may be helpful.

The final drops at the right in Fig. 4.8(a) show that averaging sub-iterations at the last
iteration, as described in Section 3.3, can compensate for the limit-cycle, particularly outside
the ROI.

Unlike Fig. 4.8(a), the plots in Fig. 4.8(b) and 4.8(c) of shoulder region scan look similar
to the plots of RMSD within ROI in Fig. 4.5. The scan geometry of each data set might
explain these behavior of cost function in Fig. 4.8, where the shoulder region scan is a helical

scan with pitch 1.0 and 7 helical turns and thus the corresponding image space has relatively
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Figure 4.8: Plots of ¢™ in (4.43) as a function of run time for different choice of DRA
parameters for (a) GE performance phantom and (b-c) shoulder region scan.

few voxels outside the ROI, compared with GEPP data that is acquired by a helical scan with
pitch 0.5 and 3 helical turns. Therefore, we can expect the cost function of shoulder region
scan to be less affected by instability outside the ROI. Slower convergence of NU-OS-SQS
algorithm at early iterations in Fig. 4.8(c) means that some choices of initial update-needed
factor 71;-0) were not good enough for voxels outside the ROI. The effect of averaging at the
last iterations is apparent in Fig. 4.8(b) and 4.8(c), because the instability outside the ROI

is suppressed by the averaging.
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4.2.3.5 Simulation data

This section provides a simulation study of a helical scan of the XCAT phantom [98] for
the reproducability of the results. We first acquired a 1024 x 1024 x 154 XCAT phantom
for 500 [mm] transaxial field-of-view (FOV) at 70 [keV], where A, = A, = 0.4883 [mm]| and
A, = 0.6250 [mm]. (See Fig. 4.9.)
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Figure 4.9: Simulated XCAT phantom: a center slice of 1024 x 1024 x 154 XCAT phantom.
(Images are cropped for better visualization.)

We simulated a helical scan using the blank scan factor b; = 10° and the mean number of
background events r; = 0 with Poisson noise. The sinogram data is in 888 x 64 x 2934 (the
number of detector columns x detector rows x projection views) space with pitch 1.0. Then, we
reconstructed a 512 x 512 x 154 image where A, = A, = 0.9766 [mm| and A, = 0.6250 [mm]|
using the proposed NU-OS-SQS algorithm.

We solve a PWLS function with a potential function vy (t) £ Byt(t) in (2.13) using a

spatial weighting parameter:

Np

B 250 [ max{r;, 0.01 Kmax} (4.44)
=1

that provides uniform resolution properties [43], where

(4.45)

and the value of K. = max; r; is used in (4.44) to avoid under-regularizing some voxels
with very small x;. Fig. 4.10 illustrates both RMSD within ROI and § (") versus computation

time.

47



(@) 45 ‘ ——05-505(82) ‘ | (b) sof ‘ —+—05-5Q5(82)
NU-0S-SQS(82): g(v)=max(v',0.05) s0t NU-0S-SQS(82): g(v)=max(v',0.05)
40 \ —8— NU-0S-SQS(82): g(v)=max(v>,0.05) | —B— NU-0S-SQS(82): g(v)=max(v>,0.05)
—*—NU-0S-SQS(82): g(v)=max(v'®,0.05) 30t —*—NU-0S-SQS(82): g(v)=max(v'°,0.05)
35¢ —6—NU-0S-SQS(82): g(v)=max(v*°,0.05)] 20 —6— NU-0S-SQS(82): g(v)=max(v*°,0.05)
S anl
30 T 10
o =
E 251 %\p 0,
20t -10+
15k -201
-30F
10 :
‘ ‘ ‘ ‘ ‘ -40t+ ‘ ‘ ‘ i
0 1000 2000 3000 4000 5000 0 1000 2000 3000 4000 5000
Run time [sec] Run time [sec]
(a) (b)

Figure 4.10: Simulated XCAT phantom: plots of (a) RMSD and (b) £™ versus run time for
different choice of parameters ¢ for € = 0.05 in g(v) = max {v’, €}.

In Fig. 4.10(a), we evaluated the convergence rate using RMSD within ROI between
current and converged image, where the converged image was generated by many iterations
of a (convergent) SQS. We used parameters of DRA function that are used in Figs. 4.4
and 4.5, and we observed similar trends. We also illustrate the plot of £ versus run
time in Fig. 4.10(b), which looks very similar to Fig. 4.10(a). This is because we regularized
relatively more than two other experiments in this simulation experiment, and thus instability
outside the ROI that can be caused by NU-OS-SQS methods is not apparent here.

In Fig. 4.11(a), the reconstructed images of (NU-)OS-SQS show that NU method accel-
erates OS-SQS and reaches closer to the converged image after the same computation time
(88 min.). This is apparent when comparing the difference images between the reconstructed

and converged images in Fig. 4.11(b), particularly around the spine.

4.3 Other variation of SQS methods

In addition to a promising NU-SQS method, we have also attempted to design SQS in
other ways that lead to faster convergence rate than the standard SQS; a SQS with bounded
interval (SQS-BI) for regularizer and a quasi-separable quadratic surrogates (QSQS).

4.3.1 SQS with bounded interval (SQS-BI) for regularizer R(x)

We present a new monotonic algorithm that is derived using SQS. The new algorithm

accelerates the convergence rate by adapting reduced curvature values for the regularizer that
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Figure 4.11: Simulated XCAT phantom: (a) Center slice of reconstructed image by OS-
SQS(82) and NU-0OS-SQS(82)-g(v) = max {v'? 0.05} after about 88 min. (b) Difference
between the reconstructed and converged images are additionally shown to illustrate the
acceleration of NU approach. (Images are cropped for better visualization.)

were proposed by Yu et al. [109] for coordinate descent algorithms. We further accelerate
the new algorithm by modifying Yu et al.’s curvature, since improvement using the original
Yu et al.’s curvature is relatively small.

We follow the derivation of SQS in Section 4.1 but in an opposite order that first con-
structs a separable surrogate and designs a new tighter quadratic surrogate for the separable
surrogate with respect to a bounded interval that is known to include the minimizer . So,

the construction of a quadratic surrogate is different from the standard SQS.

4.3.1.1 SQS-BI algorithm for regularizer

We first derive a separable surrogate ng) (x) for the regularizer R(z) given in (2.8), using

el for the regularizer version of (4.8)

the convexity of ¢y (t) and the coefficient 7;; = S
1=116rt
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and (4.9):

NP
R(z) < Si(x) 2> Si(a) (4.46)
j=1
N, s
ng;(xj) = Zﬂ'kﬂ/}k (#(xg - xé,n)) ) Z%( Tk] > , (4.47)
J

where py;(t) = ijwk< t) and 7*,(;;) £ xg.”) — %[C:&(")]k.
Typically the regularization matrix C' is sparse, so we can save computation by using the
set N; 2 {k =1,...,N, : ¢4; # 0}. Combining with the data-fit SQS surrogate in (4.9)

yields the overall separable surrogate

5 (@) & 6 (s) + Sij(ws) = () + 3 pilws = i) (4.48)

kEN;

The separable surrogate S ") (x) is not quadratic, so we design a quadratic surrogate next.
The simplest design would be to find an upper bound on the curvature of Sy’ () (), called
the maximum curvature. Much smaller curvatures are derived in [51, Lemma 8.3, p.184]
that are optimal when minimizing over the entire real line (see (4.54) below), called Huber’s
curvature. However, the minimizer of a separable surrogate always lies in a finite interval,
and this property provides the opportunity to use the method in [109] that yields even smaller
curvatures that can accelerate the convergence rate.

We assume that the potential function )y (t) satisfies the conditions in [109, Theorem 1],
then py;(t) also satisfies these. Then, the quadratic surrogate function for py;(t) can be
defined as

n n n 7(n 1 ~\n n
4y (1) £ py (05 + ey (B3 = 17) + 587 (¢ = 877, (4.49)
where £ 2 2™ _ " \We design the regularizer surrogate curvature ¢ so that the
kj J kj kj

—
=

surrogate qk;” (t) satisfies the following conditions, which is modified from (2.15):

pri () — i) = g (@l — )
pri(y — ) < g (wy — 1)), Va; € P, (4.50)

where P(n) £ p;nin,(n)’ ;nax,(n)

the bounded interval Pj(n) instead of pr in (2.15) is the main contribution here.) The set

] is an interval containing the minimizer of Sj(n) (x;). (Using

20



Pj(") is computed by finding the smallest and the largest minimizer of the convex functions

{600 @), prilas —riy), ke Ny} (451)
The minimizers of the set (4.51) are pgn) £ argmin, qzﬁ(L”;(xJ) = l‘(-n) - le 0 L( ™), and

d;
(n) (n) min,(n)

Ty = argming, prj(T; — T'kj ). Then we define p; 70:(1) ¢ be the minimum and

and p;

maximum of {ug-n),rl(g), ke N } (We set p;nm ™ 6 be zero for nonnegativity constraint

if the minimum of {u rkj), ke N; } is negative.) Having the specified Pj(”), the optimal

curvature ck ) of qk ( ) satisfying the conditions (4.50) is computed by the method in [109,
Fig. 12] using:

i) | < min{ |7 (5
n) in,(n in,( n ax,(
Hey £ gmintn) g < (7 (e (4.52)
%ax’(") , otherwise,
where fmkj in,(n) & p;.“in’(") — r,gj), and £, () & p;.“ax’(") — r,(w). Then, the optimal curvature

cgg ") , referred as Yu et al.’s curvature, which is the smallest curvature of q,i?) (t) satisfying the

conditions (4.50), is

9 ij(tgc?))—l?kj(fl(g)) _ P'kj(fgg)) ~(n) £ 0
O (D72 ty) iy )

ki (4.53)
pr;(0), otherwise.
The traditional Huber’s curvature is found by computing é,(g;f) for t,(g) = —f,g?) where Pj(") =
(—00,00), and turns out to be

- 7(n)

(n Pkj (tk )
Cl(cj) = ~(—n)J’ (4.54)

tkj

which is larger than Yu’s optimal curvature (4.53).
The quadratic surrogate function of the separable surrogate S( ;(x;) in (4.47) can be
defined using (4.49) as

¢R _BI,j (z;) Z qkj Lj 7“1@3 ) (4.55)

kEN;
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Then the overall separable quadratic surrogate function for R(x) can be written as follows:

(@) £ R(@™) + VR(@™)(x — ™) + ;@: — 2@ diag{ """ (@ — ). (4.56)

R.BI( 2
where d; ") 2 5232 RBI( ) = ZkeN ka

To summarize the surrogate derivations above:

U(x) < 857 (x) 2 6 (2) + Ol ()
= (™) + V(™) (@ — ™) + ;(x N dlag{dBI W}(x — 2™y, (4.57)

where dfl’(n) = d< ) + dR BLM)  Because (/b%? (x) is separable and quadratic, its uncon-
strained minimizer is easily derived to be:
~(n)

p;" £ argmin P (p) = x§-n)

E— A OMY 4.58
» 7 dBI’(n) axj (ZL’ ) ( )

However, :UE”H) must be in the set Pj(n) to maintain the monotonicity, so we revise (4.58) to
be:

ng-nﬂ) = arg m1n¢ )( ) = clip {pgn) P(")} (4.59)

pGP(”)

where the clip function chooses a nearest value in the interval P( ") when p ) falls out of the
interval.
We further accelerate the algorithm while preserving monotonicity by reducing the in-

terval Pj(n) which in turn decreases the the optimal curvature (4.53). Define

o { 0 (a0 = O 2l o () — 0l } o ¢ plo
")
Pj(") , otherwise,

where 1 € [0 1] is a user-selected reduction factor. The proposed curvature is computed by

replacing P by the reduced interval P(

in (4.60), and thereby the proposed algorithm is
expected to converge faster. However, too much reduction can confine the update to a small

interval, possibly slowing convergence.
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Figure 4.12: A separable surrogate function py;(z; —T](;;-)) and its quadratic surrogate function

q,(g.)(xj —7’,(;;)) with Huber’s, Yu et al.’s and proposed curvatures. Proposed curvature is much

smaller than Huber’s curvature, while Yu et al.’s curvature is similar to Huber’s curvature.

4.3.1.2 Simulation results

We evaluated the algorithm using a simulation data with the phantom in Fig. 4.13(a).
The projection space is 444 detector elements and 20 projection views, and the reconstructed
image is of size 256 x 256. The noisy sinogram data y was generated by the Poisson noise
model (2.5). The FBP reconstructed image in Fig. 4.13(b) was used as the initial guess
2 for the iterative reconstruction. We minimized the PWLS cost function ¥(x) with

1

the statistical weighting w; = exp(—y;) 7 The edge-preserving hyperbola potential

var(y;
function () (2.12) with 6 = 0.005, the regularization parameter 8 = 0.25 for horizontal
and vertical differences, and 5, = % for diagonal differences was empirically chosen to

produce a good image, where differencing matrix C' had 1st-order differences in 2D. We
reconstructed an image for each n = 0.5, 0.25, 0.125 and 1, 2 and 4 ordered subsets, with
a nonnegativity constraint. The OS-SQS and OS-SQS-BI reconstructed images in Fig. 4.13
suggest that iterative image reconstruction can produce better images than FBP.

The proposed method uses smaller curvatures than previous work, thus converging faster
than the conventional OS approach. Fig. 4.14 plots normalized root-mean squared difference
(NRMSD) [dB]:

|2 — 2|
A 2
NRMSD = 20log,, | ——+—= | [dB] (4.61)

1211,
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Figure 4.13: (a) Phantom image, (b) FBP image (¥, (¢) OS-SQS image (*3* and (d) OS-
SQS-BI image %) with n = 0.25 for 4 ordered subsets. The NRMSD for both (c) and (d)
are -30 [dB].

between the current image 2™ and the converged image 4 (computed by 3000 iterations of
SQS method), versus iteration. (The NRMSD plot (or RMSD [HU] plot) versus computation
time would be useful for comparison, and we plan to acquire the data in near future.) The
results show that OS-SQS-BI is about 15% faster than the standard OS-SQS. This is a modest
improvement, but the extra curvature computation required in (4.53) is small compared to
forward projection. Fig. 4.14 illustrates that both reducing the interval P;n) and using
ordered subsets accelerate the SQS algorithm, as expected. However, the results show that
reducing the interval too much slows down the convergence speed. We found that for densely
sampled view angles, the acceleration was less significant because the reduced curvatures in

R(x) are overwhelmed by the curvature of L(z).

4.3.2 Quasi-separable quadratic surrogates (QSQS)

We propose a quasi-separable quadratic surrogate (QSQS) algorithm that leads to a two-

voxel-wise quasi-separable surrogate function with a tridiagonal Hessian matrix, where a
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Figure 4.14: NRMSD [dB] versus iterations of OS-SQS and OS-SQS-BI with n = 0.5, 0.25,
0.125 for 1, 2 and 4 ordered subsets

tridiagonal Hessian matrix that can be inverted quickly [47, Chapter 5] [106], almost as fast
as inverting a diagonal Hessian matrix. Therefore, we expect to have faster convergence
in run time with a QSQS algorithm as it has smaller curvature than that of SQS while
the computation time per iteration remains almost the same. In 2D X-ray CT, the QSQS
approach will update either the horizontal or vertical profiles faster than SQS, depending on
the ordering of x. (We have not extended this algorithm to 3D geometry, which we leave
as possible future work if time permits.) We propose reordering of = at each iteration to
encourage equivalent convergence rates for both horizontal and vertical profiles, which is also
recommended in coordinate descent algorithm [96]. We further accelerate the algorithm using
ordered subsets. Simulation results show that the proposed OS-QSQS algorithm converges
faster than the OS-SQS algorithm for 2D X-ray CT reconstruction.

4.3.2.1 QSQS algorithm

We extend the derivation of SQS in Section 4.1. We first group each two adjacent voxels

in order with a parameter 6;; € (0 1) for all  and j to determine the portion of grouping of
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voxels, and illustrate the projection [Az]; as follows:

Np

[Az]; = Zawxj Zﬁwawx] + Z — 0i;)ai;jz; (4.62)
]:1

= Z (Oigaije; + (1 = 0;j41) @i j117541) (4.63)
=0

where we let a;; = 0 and z; = 0 for all ¢ and j € {0, N, + 1} for simplicity. Then, we

rewrite (4.63) using the idea of separable surrogate:

N,
£ - GZal n 1-61 Q; 5
=0 iJ iJ

where Z;V:PO 7i; = 1 and 7;; is nonnegative and zero only if a” =0 and a; ;41 = 0.
We construct a quadratic surrogate Q(L") (z) = SN qZ ([Ax] ) for L(z) as in (4.3), and

derive the following by using the convexity inequality:

Np
n - () [ Oiaij n (1 =0 j41)ai
¢ ([Ax],) < ijqi ) (%(az] — :cg )+ ;NT (20 — §+1) + [Az™];
j=0 1] ]
(4.65)
Then, we get a quasi-separable quadratic surrogate QE(L”) (x) for L(x):
Np
L(x) < 67 (@) = 3 0w, 201) (4.66)
=0
all 0;;a (1 —=0;;41)a
- (n) [ Vijay n — 0ij41)0ij41 n
O (i) £ D gl (T< = ") b T (g — 1)) + (A2, ) .
i=1 i gl
(4.67)
The second derivatives of ¢\ (z) are:
2
i T e (U B g
Ty & gl (@) = o e el = e (4.68)
J
0, otherwise

=
=
@
b
@
—
K¢

(")} are curvatures for the function q(n) (). This reduces to the standard SQS choice

(2
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in (4.10) when 6,;; = 1 for all ¢ and j.

We select
- o Oya + (1= 0ij41)ai 0
1] - )

Zi\g @il

where a;; > 0 for all < and j here, but any other choice of 7;; satisfying its conditions can be

used. In particular, the nonuniform ideas of Section 4.2.2 could also be used here. For this

choice, the surrogate Hessian becomes

Ng o(n) (1-05;)? & —
Zi:l C’L <01] 104 5— 1+(]_ 6”)(],” + elja”+(1 0; J+1 i i1 Z] Zl 1 all? l - .]

0?
— Ng o(n) 0;5a:;(1—06;, a;, .
Oz ;0x; ¢L (z) = 221 G Guja”i(l 9:;:1 a:;:l Zl 1 @it l=7+1
0, otherwise.
(4.69)

We choose 0;; = % for all 7 and j for simplicity, which leads to uniform grouping. (Other
choices of 6;; can be possible but we will not discuss here.) This choice leads to the following

expression for the elements of the tridiagonal Hessian matrix:

1 =(n) 1 .
82 2 ZZENJ- ¢ <a” 1+aij + a”—i-a”_H) 1] Zl 1 Qil s [ = J
7(n) . J(n) aiia; ‘
ax -3£El gbL (l‘) - % ZiENjﬂNj C( I Zl 1 a;r, l =7 + 1 5 <470)
J

+1 v aijjtag 41

0, otherwise

where N; 2 {i = 1,..., Ny : a; # 0}. The complicated form (4.70) for the tridiagonal

Hessian can be simplified as follows:

AV ) 3 1) -
(n) ZieNj Gt Zl:l it~ <<9xjaz] 1¢L ( ) + 6mBzg+1 ¢L (13)) ) [ = J
. = 2() QijQ4,j N, )
anaZL’l ¢L (I> o %Zieﬁjﬂﬁﬂ_l Cz(‘ )J—’ﬁ_l I pl a;r, | = j+ 1,

Qij+ag j4+1

0, otherwise

(4.71)

which can be easily calculated by computing the Hessian of SQS (4.10) and additional off-
diagonal elements of Hessian for QSQS.
The QSQS of L(x) can be written as

~ 1
01 (@) & La™) + VL") (@ — a) + S (@ — 2y THO (@ — ), (4.72)

o7



where T5() = {T%’(n)}
J Npx N,

Similarly, we can construct a QSQS surrogate &g)(m’) for the regularizer R(x) with Hes-

is a symmetric tridiagonal matrix.

sian values:

0? -
a2 O g 173
it 81‘]'(91'[ R (SL’) ( )
1 iy
2 Zk’eK ¢k( ) <\Ck] 1l+ler; T |Ck]\+\0k ]+1|> Clj Zl vlenl, 1=
—\2 ZkeK NKj41 ﬂ}kz( )‘c;ﬁffciil‘ Zz el Il=7+1 (4.74)
\0, otherwise
( i; 2 n .
Sreit, 0)er S el = (55508 (@) + e (@), 1=
A Zk’EK NKjt1 A >\Cz:k|]-f|kc;c+]1+1\ Zl 1 lenl, l=j+1,
0, otherwise

\

(4.75)

where K; = {k=1,..., N, : cx; # 0}. (Compare (4.75) with the denominator of regularzier
for the standard SQS in (4.11).)
The overall QSQS surrogate can be defined as:

U(z) < 6M(2) 2 6" (x) + ¢ (x)
= U(z™) + VT (z) (z — ™) + %(x — MY T (g — ™), (4.76)

where T & TL((m) 4 PR®) — {Tﬁ’(n) + ﬂ?’(n)}N N is a symmetric tridiagonal matrix.
For computational efficiency, we precompute the (?oxefficients that are used for computing
TE®) and THM before starting the iterative algorithm, which takes longer than the pre-
computation needed for SQS. In addition, we need doubled memory space for precomputed
T™ | compared to that of SQS, due to the off-diagonal elements in Hessian of QSQS. The

following is the update equation of QSQS:

R ~1
2t — arg min o™ () = ™ — [T(")} \Ya'% (x(n)) . (4.77)

xT

—1
All voxels can be updated relatively fast, since [T(")} VU (™) can be computed in O(n)
operations instead of O(n?) that is required for a dense Hessian matrix [47, Chapter 5] [106].
This enables the QSQS algorithm to have similar computation for each iteration as SQS,

while converging faster than SQS due to a smaller curvature for surrogate.
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4.3.2.2 Reordering of z in horizontal and vertical direction

We expect (4.77) to update either the horizontal or vertical profiles faster than SQS,
depending on the ordering of x. To accelerate convergence, we further suggest sequentially
reordering x to update the horizontal and vertical profiles respectively. In [96], a related
reordering idea is suggested to compensate the update-direction related convergence behavior
of the coordinate descent algorithm. The pseudo code of the proposed algorithm is illustrated
in Table 4.3. We expect the QSQS method will likely speed up the convergence for both
horizontal and vertical direction, with a little extra computation and memory space. We

refer to this algorithm as QSQS with reordering (QSQS-R).

1: Precompute the coefficients that is used for computing T,E") and 7"
2: form=0,1,2,---
3:  ifnisodd

4: Order (™ in horizontal directions: xﬁln)

5: x%nﬂ) = argmin,, (%Ln) (xp) = xﬁln) — [T}En)] _1V\I/h <x§ln)>
6: else

7 Order 2™ in vertical directions: z{”

8: 2 = argmin, 0 (x,) = 2V — [TU(")} _IV\IJU <.:1:q(,n)>
9:  end

10: end

Table 4.3: Pseudo code of QSQS algorithm with reordering of x in horizontal and vertical
direction. (Each subscript h and v denote horizontal and vertical direction.)

4.3.2.3 Simulation results

The algorithm is evaluated with a simulation data using the phantom in Fig. 4.15(a).
The projection space have 444 detector elements and 492 projection views, and the recon-
structed image is of size 256 x 256. The noisy sinogram data y was generated by the Poisson
noise model (2.5). The FBP reconstructed image in Fig. 4.15(b) was used for initializing
the iterative reconstruction. We minimized PWLS cost function with statistical weighting
parameter w; = exp(—y;) x ﬁ(y) The edge-preserving hyperbola potential function (2.12)
with 6 = 0.005, and the spatial weighting 8y = 0.25 for horizontal and vertical differences,
and (B = % for diagonal differences was empirically chosen to produce a good image, where
differencing matrix C' had 1st-order differences in 2D. We reconstructed an image for 1, 12

and 41 ordered subsets, with the nonnegativity constraint. The OS-SQS, OS-QSQS and

29



0.24 0.24 0.24
0.22 0.22 0.22
0.2 0.2 0.2

0.18 0.18 0.18
0.16 0.16 0.16

Figure 4.15: (a) Phantom image, (b) FBP image 2(®, (c) OS-SQS image 2%, (d) 0S-QSQS
image 232 and (e) OS-QSQS-R image 22 for 41 ordered subsets. The NRMSD for (c), (d)
and (e) are -40 [dB].

0S-QSQS-R reconstructed images in Fig. 4.15 suggest that iterative image reconstruction
can produce better images than FBP.

The proposed method uses smaller curvatures than a standard SQS method, thus the
proposed OS-QSQS converges faster than the OS-SQS algorithm. Fig. 4.16 plots NRMSD
[dB] (4.61) between the current image x™ and the converged image # (reconstructed by
3000 iterations of SQS), versus iteration. (The plot of NRMSD [dB] (or RMSD [HU]J)
versus computation time would be useful for comparison, which we leave it as a future
work.) The results show that OS-QSQS-R is about 25% faster than the standard OS-
SQS. This is a modest improvement, but the extra computation required for computing a
tridiagonal Hessian matrix and inverting the matrix is small compared to forward projection.
Fig. 4.16 illustrates that both reordering of x and using ordered subsets accelerate the QSQS
algorithm, as expected. We leave the comparison of the proposed algorithms in computation

time.
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Figure 4.16: NRMSD [dB] versus iterations of OS-SQS, OS-QSQS and OS-QSQS-R for 1,
12 and 41 ordered subsets

4.4 Conclusion and Discussion

We have carefully studied the SQS method that is widely used in X-ray CT reconstruction,
and proposed three novel approaches to improve the convergence rate of the SQS. We found
the performance of NU-SQS algorithm the best among three approaches, which led us to
further investigate NU-SQS method on 3D real patient data. In future work, we also plan
to check SQS-BI and QSQS on real patient data set.

The key of the NU-SQS approach is designing “update-needed” factors ug-n) in (4.22) that
encourage larger step sizes for voxels that are predicted to need larger changes to reach the
final image. Further optimization of these factors, e.g., by improving the initialization of
ﬁgp) and the DRA function in (4.32), should lead to further acceleration and stability of the

proposed NU-SQS and NU-OS-SQS methods.
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CHAPTER V

Momentum approaches with ordered subsets

The accelerated optimization transfer methods with OS framework described in the pre-
vious chapter provided promising convergence rate but they are not yet fast enough. We
provide further acceleration by introducing momentum approaches in Section 2.3.4 into OS-
SQS methods. We call this combination the OS-momentum method. We particularly focus
on Nesterov’s two momentum methods [79,83] in Section 2.3.4, which provide a fast conver-
gence rate O (#) where n counts the number of iterations. However, the combination of OS
and momentum sometimes leads to instability. So, we adapted a relaxation scheme in [29]
to stabilize the proposed OS-momentum algorithm.

Section 5.1 led to two conference papers [63,64], and the initial version of Section 5.2 was

presented in [58]. The journal version [65] of this chapter is currently in a review process.

5.1 OS-SQS methods with Nesterov’s momentum

To further accelerate OS-SQS methods, we propose to adapt two of Nesterov’s momentum
techniques [79,83]. (We can also consider another Nesterov’s momentum approach [82]
achieving same rate as other two [79,83].) This section reviews both momentum approaches
and combines them with OS methods.

The first momentum method [79] uses two previous iterates, while the second [83] accu-
mulates all gradients. Without using OS methods, both Nesterov methods provide O (1/n?)
convergence rates. We expect that combining momentum with OS methods will provide
O (1/(nM)?) rates in early iterations. The main benefit of combining OS and Nesterov’s
momentum is that we have approximately M? times acceleration in early iterations with
M subsets, while the extra computation and memory needed for momentum technique in

OS-SQS are almost negligible. We discuss both proposed algorithms in more detail.
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5.1.1 Proposed OS-SQS methods with momentum 1 (OS-mom1)

Table 5.1 illustrates the proposed combination of an OS-SQS algorithm with the mo-
mentum technique that is described in [79], where the algorithm generates two sequences
{x("+3D)} and {2("*37)}, and line 7 of the algorithm corresponds to a momentum step with
Nesterov’s optimal parameter sequence t,. Table 5.1 reduces to the ordinary OS-SQS algo-
rithm in Table 2.3 when ¢, = 1 for all £ > 0.

1: Initialize £(© = 2 ¢, = 1 and compute D.

2: forn=0,1,--- ,N —1

3 form=0,1,--- , M —1

4: k=nM-+m

B tper =1 (1 v m)

6: o) = |20 - DMV, ()]

T ) = o) 1l (o) x<;z>)+
let1

8: end

9: end

Table 5.1: Proposed OS-SQS methods with momentum in [79] (OS-mom1)

The non-OS version of Table 5.1 satisfies the following convergence rate:

Lemma 3. For n > 0, the sequence {x(”)} generated by the non-0S version (M = 1) of

Table 5.1 satisfies
_ 20la® — a3
~ (n+1)(n+2)

where D is a magjorizing matriz such as (2.19).

(2 — W (%)

(5.1)

The inequality (5.1) is a simple generalization of [10, Theorem 4.4]. In practice, we expect
the initial rate of OS-mom1 for M > 1 to have O (1/(nM)?) with the approximation (2.21),
which is the main benefit of this work, while the computation cost remains almost the same
as that of OS-SQS algorithm in Table 2.3. The only slight drawback of Table 5.1 over

Table 2.3 is the extra memory needed to store the image z.

5.1.2 Proposed OS-SQS methods with momentum 2 (OS-mom?2)

The second proposed OS-SQS algorithm with momentum in [83] is described in Table 5.2.
The choice of coefficient ¢; in Table 5.2 is adopted from [30,104] and gives faster convergence
than the choice in [83].
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1: Initialize (9 = v© = 2 t; =1 and compute D.
2: forn=0,1,--- ,N —1

3: form=0,1,--- , M —1

4: k=nM+m

5t =5 (14 VT+48)

6: 25 = [2% - D—lem@(%n}

7. o) = [2(0) — DLy M thV\I/?l)M(z(AZ))}+
8. 58 = 2(57) & t;’;illtl (U(%) o %))

9: end

10: end

Table 5.2: Proposed OS-SQS methods with momentum in [83] (OS-mom?2), The notation
(I)ps denotes [ mod M.

The sequence {x(”)} generated by Table 5.2 with M = 1 can be proven to satisfy the
inequality (5.1), by generalizing [83, Theorem 2]. While the one-subset (M = 1) version
of Table 5.2 provides O(1/n?), we expect from (2.21) for the OS version to have the rate
O (1/(nM)?) in early iterations. Compared with Table 5.1, one additional [-], operation per
iteration and extra arithmetic operations are required in Table 5.2, but those are negligible.

Overall, the two proposed algorithms in Tables 5.1 and 5.2 are expected to provide fast
convergence rate O (1/(nM)?) in early iterations, which we confirm empirically in Section 5.3.
However, the type of momentum affects the overall convergence when combined with OS.
Also, the convergence behavior of two algorithms is affected by the number and ordering of
subsets, as discussed in Section 5.3.

The proposed OS-momentum algorithms in Tables 5.1 and 5.2 become unstable in some
cases, as predicted by the convergence analysis in [29]. To stabilize the algorithms, the next
section proposes to adapt a recent relaxation scheme [29] developed for stochastic gradient

methods with momentum.

5.2 Relaxation of momentum

This section relates the OS-SQS algorithm to diagonally preconditioned stochastic gra-
dient methods and adapts a relaxation scheme designed for stochastic gradient algorithms
with momentum. Then we investigate various choices of relaxation to achieve overall fast

convergence.

64



5.2.1 Stochastic gradient method

One can view OS methods as stochastic gradient methods by defining MVW¥g (z) as
a stochastic estimate of VW(z), where a random variable Sy at kth iteration is uniformly
chosen from {0,1,---, M — 1}. In this stochastic setting, OS-SQS methods satisfy:

E[MVg, (z)] = ¥(x)
E[MVUg, (z)] = V¥(x) (5.2)
E[(MV;¥s, (z) — V,;¥(2))*] <02, V)

for all x € B, for some finite constants {o;}, where E is the expectation operator over
the random selection of Sy, V; 29/ Oz;, and B is a bounded feasible set that includes
Z. The feasible set B can be derived based on the measurement data y and the derivation
in [4, Section A.2|, and we reasonably assume that the sequences generated by the algorithms
are within the set B. The last inequality in (5.2) is a generalized version of [29, eqn. (2.5)]
for (diagonally preconditioned) OS-SQS-type algorithms. The matrix ¥ £ diag{c;} has
smaller values if we use smaller M and group the views into subsets appropriately, but it is

impractical to compute X. (Section 5.3.1.4 provides a practical approach for approximating
)

5.2.2 Proposed OS-SQS methods with relaxed momentum (OS-mom3)

Inspired by [29], Table 5.3 describes a generalized version of OS-SQS-momentum meth-
ods, which reduces to OS-mom2 algorithm in Table 5.2 with a deterministic subset ordering

Sk = (k mod M) and a fixed majorizing diagonal matrix
r® = p. (5.3)

For M = 1, the algorithm with these choices satisfies (5.1) with n = k. However, for M > 1,
the analysis in [29] illustrates that using the choice (5.3) leads to the following inequality

2|[z©@ — 2|2, (k+3)tr{PX}
(k+1)(k +2) 3

E [np(x(v)) - xp(:z;)] < (5.4)
for k > 0, where P £ diag{pj = max, zeg |£; — :E]]} measures the diameter of the feasible
set B. This expression reveals that OS methods with momentum may suffer from error

accumulation due to the last term in (5.4) that depends on the error bounds (X) in (5.2). To

improve stability, we would like to find a way to decrease this term. Using a larger constant
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1: Initialize 2(® = v = 20 ¢, € (0, 1] and compute D.
2: forn=0,1,--- ,N -1

3: form=0,1,--- , M —1

4: k=nM+m

r® - p, k=0
I® = 17E=-1" k>0
Choose ty41 s.t. 7, THEHD < (Z;ﬁol tl> )

6

7. 25 = [ @) — [D0] 7 MV, (207 )]
+

8

9

5:  Choose I'®) £ diag{’yj(-k)} s.t.

Wi (20 [ e )]

S — a5 o ztf:%l - (v”ﬁ) _ x(km)

Table 5.3: Proposed stochastic OS-SQS algorithms with momentum (OS-mom3). & is a
realization of a random variable Sj.

denominator, i.e. ['® = ¢D for ¢ > 1, only slows down the accumulation of error and does
not prevent eventual accumulation of error [29)].

To stabilize the algorithm, we adapt the relazed momentum approach in [29] as described
in Table 5.3 with appropriately selected I'*) and t,. Then, the algorithm in Table 5.3 satisfies

the following convergence rate:

k+1

Lemma 4. For k > 0, the sequence {x'37)} generated by Table 5.3 satisfies

. ) 1 [|2© —x|| LB
E |0 (z()) —\If(a:)} < S [ 2430 t(rt )2 (5.5)
=0 "l =0 i=0

Proof. See Appendix B. m

Lemma 4 shows that increasing I'®) can help prevent accumulation of error ¥. Next we

discuss the selection of parameters I'®) and t.

5.2.3 The choice of T'® and

For any given I'*) £ diag{%(-k)}, we use to = 1 and the following rule:

1
bt = D (1 + \/1 + 4t,2€04(k)oz(k+1)> (5.6)
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kH)/fy](.k)) and a!® = 1. The choice (5.6) increases

for all & > 0, where a**) £ max; (fyj(
the fastest among all possible choices satisfying the condition in line 6 of Table 5.3 (see the
proof in Appendix C).!

Here, we focus on the choice
T®™ =D+ (k+2)" T (5.7)

for a nondecreasing ¢*) > 0 and a fixed diagonal matrix I' £ diag{;} = 0. The choice (5.7)
is a generalized version of the work in [29], enabling more flexibility in the choice of ¢¥). We
leave other formulations of I'®) that may provide better convergence as future work.

For I'® in (5.7), computing a® in (5.6) becomes

(k+ 3" — (k + 2)°"
min; (d;/v;) + (k +2)<*

ot =1 4 (5.8)

Overall, the computational cost of Table 5.3 with the choices (5.6) and (5.7) remains similar
to that of Table 5.2. Using (5.6) and (5.7), the proposed algorithm in Table 5.3 achieves the

following inequality:

Corollary 2. For k > 0, the sequence {x(%)} generated by Table 5.3 with the coeffi-
cients (5.6) and (5.7) satisfies

2|29 — [}

E () - w(@)| < (max \/W)

0<I<k (k+1)(k+2)
Ae® —alfp | 2X(i+ 27Dy
(k+1)(k + 2)1—<® (k+1)(k+2) '
Proof. Use Lemma 4 and the inequality conditions of the sequence {tx} in (5.6):
k41 kE+1
<t < :
2a® = T Va®
k
k k+1)(k+2
i EFDER2 S (4D
0<i<k  4v/a® = 0<i<k 92/
for £ > 0, which can be easily proven by induction. m

There are two parameters ¢ and T' to be tuned in (5.7). Based on Corollary 2, the

next two subsections explore how these parameters affect convergence rate. (We made a

! The coefficient (5.6) increases faster than the choice t; 1 = for a constant ¢*) = ¢ > 1 used in [29),
so we use the choice (5.6) that leads to faster convergence based on Lemma 4.

k+1
2c
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preliminary investigation of these two parameters in [58].)

5.2.4 The choice of ¢*)

In Corollary 2, the choice of ¢*) controls the overall convergence rate. We first consider

a constant ¢®),

Corollary 3. For k > 0 and a fized constant c*) = ¢ € [0, 2], the sequence {x(%)} generated
by Table 5.3 with the coefficients (5.6) and (5.7) satisfies

2|2 — &%
(k+1)(k +2)

2[|2® — 2|2 2(k + 3)3ctr{I 122}

0<i<k

E |0 ) - w(@)| < (max \/E)

. 5.10
(k+1)(k+2)—< @B—-c)(k+1)(k+2) (5.10)
Proof. Use the derivation in [29, Section 6.3] using
k k+1 (k _}_3)370
D (i+27c < / (z+2)* de < ~——~L—.
i—0 1 3—c
[

In Corollary 3, the choice ¢*) = 1.5 provides the rate

. 1.5~.
E[@(xw;m)_q,@]g e« |G (L 2)E
osi<k \[ d; + (I + 1)157;

vj

0) _ 4112 0) _ 4112 —1%y2
cof A —llb , Al® —allf 2T
k VE 1.5vVk

achieving, on average, the optimal rate O(1/ \/E) in the presence of stochastic noise?. Corol-
lary 3 shows that using ¢ < 1 will suffer from error accumulation, using 1 < ¢ < 1.5 might
provide faster initial convergence than ¢ = 1.5 but does not achieve the optimal rate, and
¢ > 1.5 will cause slower overall convergence rate than ¢ = 1.5. So, we prefer 1 < ¢ < 1.5, for
which we expect to eventually reach smaller cost function values than the choice I'*) = D (or
['=0) in (5.3), since we prevent the accumulation of error from OS methods by increasing
the denominator I'® as (5.7). In other words, the algorithm with A > 1 and (5.7) is slower

2 Stochastic gradient algorithms (using only first-order information) cannot decrease the stochastic noise
faster than the rate O(1/vk) [78], and the proposed relaxation scheme achieves the optimal rate [29].
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than the choice of (5.3) initially, but eventually becomes faster and reaches the optimum on
average.

In light of these trade-offs, we further consider using an increasing sequence ¢*) that is
upper-bounded by 1.5, hoping to provide fast overall convergence rate. We investigated the

following choice:

*) = 1405 (1 _ L) 5.12
¢ k+n ( )

for k > 0 with a parameter 7 > 0. This choice of ¢®) balances between fast initial acceler-
ation and prevention of error accumulation. In other words, this increasing ¢*) can provide
faster initial convergence than a constant ¢*) = 1.5 (or n = 0), yet guarantees the optimal
(asymptotic) rate O(1/vk) as the case ¢®) = 1.5, based on Corollary 2. We leave further

optimization of ¢*) as future work.

5.2.5 The choice of T

To choose I', we would like to minimize the upper bound on the right hand side of (5.10).
For simplicity in designing I", we consider a fixed value of ¢ in (5.10), we ignore the maxg<;<x Va®
term, and we ignore the “+1” and “+2” factors added to k. The optimal I" for k& (sub)iterations

1S

. O — 22 tr{T71%?} oF
£u(k) 2 argmin { 12 L — diagd ——t 15 5.13
(k) ar%g)lm { o= + B ke iag NeErt? , ( )

where
~ 0 ~
iy 2 12l — ). (5.14)

It is usually undesirable to have to select the (sub)iteration k before iterating. The choice

¢ = 1.5 cancels out the parameter & in (5.13) leading to the k-independent choice:

['s() = diag{ \/% 5 } . (5.15)

Since we prefer the choice of ¢*) that eventually becomes 1.5 for the optimal rate, we focus
on the choice I'y 5(-) in (5.15). The next section describes practical approximations for the

values of o; and u; in (5.15).
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5.3 Results

We investigate the convergence rate of the three proposed OS-momentum algorithms
in Tables 5.1, 5.2 and 5.3, namely OS-mom1, OS-mom2 and OS-mom3 in this section, for
PWLS reconstruction of simulated and real 3D CT scans. We implemented the proposed
algorithm in C and ran on a Mac with two 2.26GHz quad-core Intel Xeon processors and a
16GB RAM using 16 threads.

We use an edge-preserving potential function ¢(-) in (2.13). For simulation data, the

spatial weighting (3, was chosen to be

By £ 50 H max{x;, 0.01Kmax } (5.16)
Vj,ckﬂéo

S agwi
i aig
emulated f; of the GE product “Veo” for the patient 3D CT scans. We use the NU ap-
proach [62] in SQS methods for fast convergence. We investigated 12, 24 and 48 subsets for
OS algorithms.

We first use simulated data to analyze the factors that affect the stability of the proposed

. . . A A
for uniform resolution properties [43], where x; = and Kpax = max;rj. We

OS-momentum algorithms, and further study the relaxation scheme for the algorithms. Then
we verify the convergence speed of the proposed algorithm using real 3D CT scans. We
computed the root mean squared difference (RMSD?) between the current and converged*
image within the region-of-interest (ROI) versus computation time® for 30 iterations (n) to

measure the convergence rate.’

5.3.1 Simulation data

We simulated 888 x 64 x 2934 sinogram from a 1024 x 1024 x 154 XCAT phantom [98]
scanned in a helical geometry with pitch 1.0. We reconstructed 512 x 512 x 154 images with
an initial filtered back-projection (FBP) image z(®) using a (simple) single-slice rebinning
method [88]. Fig. 5.1 shows that SQS-Nesterov’s momentum methods without OS algo-
rithms do not accelerate SQS much. OS algorithm itself can accelerate the SQS algorithm

3 RMSDgor(z(™) £ ||x§{81 — Zrotl||/v/Np,rot [HU], where N, gor is the number of voxels within the
ROL

4 We ran thousands of iterations of (convergent) SQS algorithm to generate (almost) converged images
Z.

5 We use the normalized run time that is a computation time divided by the run time required for one
iteration of SQS (one subset version of OS-SQS) for each data set.

6 Even though the convergence analysis in Section 5.2 is based on the cost function, we plot RMSD rather

than the cost function because RMSD is more informative (see Section 4.2.3.4).
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better than Nesterov’s momentum. Our proposed OS-momentum algorithms rapidly de-
crease RMSD in early iterations (disregarding the diverging curves that we address shortly).
However, the convergence behavior of OS-momentum algorithm depends on several factors
such as the number of subsets, the order of subsets, and the type of momentum techniques.
Thus, we discuss these in more detail based on the results in Fig. 5.1, and suggest ways to

improve the stability of the algorithm while preserving the fast convergence rate.

5.3.1.1 The number of subsets

Intuitively, using more subsets will provide faster initial convergence but will increase
instability due to errors between the full gradient and subset gradient. Also, performing
many sub-iterations (m) can increase error accumulation per outer iteration (n). Fig. 5.1

confirms this behavior.

i ‘ ‘ ‘_+‘.os(1‘) ‘-D‘-OS(1‘)—mom1

\-'L',~ ~ A\ 0Ss(12) ‘ =% - OS(1)-mom2
4r k| 0T - A 0Ss(24) 401 | "7 0Sb(12)
ao T S —A— 0Ss(48) -/~ 0Sb(24)
TN T O 08s(12)-mom1 —7— 0Sb(48)
o % OSs(12)-mom2 O OSb(12)-mom1
3 - ©- 0Ss(24)-mom1 % OSb(12)-mom2
= 307 N - x- Oss(24)-mom2 || 5301 R - EI- OSb(24)-mom1 ||
I AN —©- 0Ss(48)-momf T ‘~... |- %- OSb(24)-mom2
= N AL —3— 0Ss(48)-mom?2 = ~ | -8~ 0Sb(48)-mom1
% N e A T 8 ,,,,,, —¥— OSb(48)-mom2
S 20 T TTA L ‘ = 20¢
o “ " S.~el - o
o) AL
% -
10/ 10
Ok x .
0 L L L L 0 L L - E"‘" --%
0 10 20 | 30 40 0 10 20 30 40
Normalized run time Normalized run time
(a) Sequential order (OSs) (b) Bit-reversal order (OSb)

Figure 5.1: Simulation data: convergence rate of OS algorithms (12, 24, 48 subsets) for 30
iterations with and without momentum for (a) sequential order and (b) bit-reversal order in
Table 5.4. (The first iteration counts the precomputation of the denominator D in (2.19),
and thus there are no changes during the first iteration.)

5.3.1.2 The ordering of subsets

Interestingly, the results of the proposed algorithms depend greatly on the subset order-
ing. Fig. 5.1 focuses on two deterministic orders: a sequential (OSs) order, and a bit-reversal
(OSb) order [50] that selects each order-adjacent subsets to have their projection views to be
far apart as described in Table 5.4. The ordering greatly affects the build-up of momentum

in OS-momentum algorithms, whereas ordering is less important for ordinary OS methods as
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seen in Fig. 5.1. The bit-reversal order provided much better stability in Fig. 5.1(b) compared
to the results in Fig. 5.1(a). Apparently, the bit-reversal order can cancel out some gradient
errors, because successive updates are likely to have opposite directions due to its subset
ordering rule. In contrast, the sequential ordering has high correlation between the updates
from two adjacent subsets, increasing error accumulation through momentum. Therefore,
we recommend using the bit-reversal order. (Fig. 5.3(d) shows that random ordering (OSr)

performed worse than the bit-reversal order.)

Sequential (OSS) (507 Sl7 527 537 547 557 Sﬁ? 87)7 (SO7 Sl; S27 S37 S47 557 567 57)7 T
Bit_reversal (OSb) (S(); 547 527 S67 Sl; 557 537 57)7 (S(]? S47 SQ? Sﬁa Sh S57 537 57)7 T
Ra‘ndom (OSI) Sﬁa S77 Sla S77 S5a SOv 527 547 577 S?n 327 S?)a SO; 547 Sla SG) T

Table 5.4: Examples of subset orderings: Two deterministic subset ordering (OSs, OSb) and
one instance of random ordering (OSr) for OS methods with M = 8 subsets in a simple geom-
etry with 24 projection views denoted as (po, p1,- - , p23), where those are reasonably grouped
into the following 8 subsets: Sy = (po, ps, P16), S1 = (p1, P9, P17)s -+ +» S7 = (P17, D15, P23)-

5.3.1.3 Type of momentum

Fig. 5.1 shows that combining OS with two of Nesterov’s momentum techniques in Ta-
bles 5.1 and 5.2 (OS-moml and OS-mom?2) resulted in different behaviors, whereas the
one-subset versions of them behaved almost the same. Fig. 5.1 shows that the OS-mom?2 al-
gorithm is more stable than the OS-mom1 algorithm perhaps due to the different formulation
of momentum or the fact that the momentum term {z("*37)} in Table 5.1 is not guaranteed
to stay within the feasible set pr unlike that in Table 5.2. Therefore, we recommend using
the OS-mom?2 algorithm in Table 5.2 for better stability.

Fig. 5.2 shows the initial image and the converged image and reconstructed images after
20 normalized run time (15 iterations) of conventional OS and our proposed OS-momentum
algorithm with 24 subsets and the bit-reversal ordering. The OSb(24)-mom2 reconstructed
image is very similar to the converged image after 15 iterations while that of conventional
OS is still noticeably different. However, even the more stable OS-mom2 algorithm becomes
unstable eventually for many subsets (M > 24) as seen in Fig. 5.1; the next subsection shows

how relaxation improves stability.

5.3.1.4 The choice of I"

Section 5.2.5 gives an optimized I' in (5.7) that minimizes the right term of (5.10), i.e.,

the gradient error term, on average. However, since the right term in (5.10) is a worst-case
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Figure 5.2: Simulation data: a transaxial plane of (a) an initial FBP image 7, (b) a
converged image &, and two reconstructed images (!> after 20 normalized run time (15
iterations) of (c) OSb(24) and (d) OSb(24)-mom?2. (Images are cropped for better visualiza-
tion.)

loose upper-bound, we can afford to use smaller I' than f1,5(-) in (5.15). In addition, we
may use even smaller I' depending on the order of subsets. Specifically, the bit-reversal
ordering (OSb) appears to accumulate less gradient error than other orderings, including
random subset orders (OSr), so the choice (5.15) may be too conservative. Therefore, we

investigated decreasing the matrix I'y 5(-) (5.15) by a factor A € (0, 1] as
I = AL 5(:), (5.17)

where we empirically investigate the parameter A in Fig. 5.3.
The optimized 'y 5(-) in (5.15) relies on unavailable parameters {o;} and {@;}, so we

provide a practical approach to estimate them, which we used in Fig. 5.3. The value o; =
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max,ep 0;(z) in (5.2) is the upper bound of the values ¢;(x) for all x € B, where

53(2) 2 B [(MV,05,(2) = V,0(@)7] = | M S AW, (A, — )] — [AW(Az — )]
(5.18)

In practice, the sequences in Table 5.3 visit only a part of the set B, so it would be preferable
to compute &;(z) within such part of B but even that is impractical. Instead, we use &;(z®)
as a practical approximation that is computationally efficient. This quantity measures the

©) mostly depending

variance of the stochastic estimate of the gradient at the initial image x
on the grouping of the subsets and the number of subsets.”

We compute value ;(z(?) in (5.18) simultaneously with the computation of D in (2.19)
using modified projectors A and A’ (see [62, Section III.F]) that handle two inputs and only
slightly increase the computation rather than doubling the computation.

We further approximate @, (5.14) by
u; ~ Cu (5.19)

for Ty 5(-) in (5.15), where ¢ > 0 is an (unknown) constant, and a vector @ € RJ}' is a
normalized approximation of @; that satisfies ||tgo;ll/r/Nprot = 1, which is computed by
applying an edge-detector to the FBP image that is used for the initial #(*) [62, Section
IIL.E].® In low-dose clinical CT, the RMSD within ROI between the initial FBP image and
the converged image is about 30 [HUJ, i.e. ||dpeyl|//Npror ~ 30 [HUJ, so we let ¢ = 30 [HU]

in (5.19) as a reasonable choice in practice.” Then, our final practical choice of I' becomes

- . _ &(:1:(0)) }
[=A'15(-) =~ Adiagd —2——> ¢ 5.20

In Fig. 5.3, we have investigated the parameter A\ for various choices of the number and
ordering of subsets. In all cases, A\ = 1 is too conservative and yields very slow convergence.
Smaller A < 0.1 values lead to faster convergence, but it failed to stabilize the case of
sequential ordering for M > 24. However, we found it reasonable to use A = 0.01 for

the bit-reversal orderings in the simulation data, while the choice A = 0.001 was too small

7 We found that Z;v:pl Gas (7)) ~ 2.1 Z;V:pl Goq () ~ 4.4 Z;V:”l 512,j(x() for the simulation data,
agreeing with the discussion in Section 5.3.1.1.

8 We provide convergence results from using the oracle 4, compared to its approximate (@, in Section 5.3.3.

9 This choice worked well in our experiments, but depend on the initial image, the cost function and the
measurements, so improving the choice of ( is future work.
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Figure 5.3: Simulation data: convergence rate for various choices of the parameter A in
relaxation scheme of OS-momentum algorithms (¢, , A) for (a) 12, (b) 24, (c¢) 48 subsets with
both sequential (OSs) and bit-reversal (OSb) subset orderings in Table 5.4 for 30 iterations.
(The plot (b) and (c) share the legend of (a).) The averaged plot of five realizations of
random subset ordering (OSr) is illustrated in (d) for 24 subsets.

to suppress the accumulation of error within 30 iterations for 48 subsets. Any value of
A > 0 here will eventually lead to stability as I'®) increases with ¢®*) = 1.5, based on the
convergence analysis (5.10). Particularly, OSs-mom3 algorithm with A = 0.1 in Figs. 5.3(b)
and 5.3(c) illustrates this stability property, where the RMSD curve recovers from the initial
diverging behavior as the algorithm proceeds.

For Fig. 5.3(d), we executed five realizations of the random ordering and show the average
of them for each curve. Here, we found that A = 0.01 was too small to suppress the error
within 30 iterations, and A = 0.1 worked the best. Based on Fig. 5.3, we recommend using

the bit-reversal order with A = 0.01 rather than random ordering.
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Figs. 5.1 and 5.3 are plotted with respect to the run time of each algorithm. Here us-
ing larger subsets increased the run time, about 0.01 normalized run time increment per
each iteration (n) for increasing M by one in our implementation. The additional compu-
tation required for momentum methods was almost negligible, confirming that introducing
momentum approach accelerates OS algorithm significantly in run time.

Overall, the simulation study demonstrated dramatic acceleration from combining OS
algorithm and momentum approach. Next, we study the proposed OS-momentum algorithms
on patient data, and verify that the parameters tuned with the simulation data work well

for real CT scans.!?

5.3.2 Shoulder region scan data

From a 888 x 32 x 7146 sinogram measured in a helical geometry with pitch 0.5, we
reconstructed a 512 x 512 x 109 shoulder region image in Fig. 5.5. Fig. 5.4 shows the
RMSD convergence curves for the bit-reversal subset ordering, where the results are similar
to those for the simulation in Fig. 5.3 in terms of parameter selection. In Fig. 5.4(a), the
parameter A = 0.01 for both 24 and 48 subsets worked well providing overall fast convergence.
Particularly for M = 48, the choice A = 0.01 greatly reduced the gradient approximation

error and converged faster than the un-relaxed OS-momentum algorithm.
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Figure 5.4: Shoulder region scan data: convergence rate of OSb methods (24, 48 subsets)
for 30 iterations with and without momentum for (a) several choices of (¢, ¢, A) with a fixed
c®) = ¢ = 1.5 and (b) the choices of (A, n) for an increasing ¢*) in (5.12) with 24 subsets
and ¢ = 30 [HU].

10 We present from another real CT scan in the supplementary material.
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In Fig. 5.4(b), we further investigate the increasing ¢ (5.12) in (5.7) that starts from 1
and eventually becomes 1.5 with a tuning parameter 1 in (5.12). Larger n in (5.12) leads to
a slowly increasing ¢, i.e. smaller ¢*) values in early iterations (k), and thus, the results
in Fig. 5.4(b) show better initial acceleration from using large n. Particularly, using large

7 for the choice A = 0.1 showed a big acceleration, while that was less effective in the case
A = 0.01 due to small values of I" (5.17) in (5.7).

Figure 5.5: Shoulder region scan data: a sagittal plane of (a) an initial FBP image (¥, (b)
a converged image Z, and two reconstructed images 2% after 20 normalized run time (15
iterations) from (c¢) OSb(24) and (d) OSb(24)-mom3 where (¢, (, A) = (1.5,30,0.01).

Fig. 5.5 shows the initial FBP image, converged, and reconstructed images from con-
ventional OS and the proposed OS-momentum with relaxation. Visually, the reconstructed
image from the proposed algorithm is almost identical to the converged image after 15 iter-

ations.

5.3.3 Abdominal region scan

We reconstructed a 600 x 600 x 222 abdominal region image (in Fig. 5.6) from 888 x
64 x 3611 sinogram data measured in a helical geometry with pitch 1.0. We measured the
RMSD of the proposed OS-momentum algorithms for 24 and 48 subsets using bit-reversal
ordering (OSb) in OS methods. The convergence results in Fig. 5.7(a) are similar to that
of previous two data sets, where A = 0.01 is more effective than A = 0.1 for stabilizing
OS-momentum. However, the case M = 48 accumulated more gradient error than two other
data sets, particularly the un-relaxed (A = 0) OS-momentum for M = 48 become very
unstable. So the choice A = 0.01 was not large enough to suppress the large accumulating
error in first 10 iterations than A = 0.1.

Fig. 5.7(b) shows the results using the oracle u; = ]x§-0) — ;| in (5.14) for 48 subsets,

compared to those using the approximate (u (5.19) of 4. The oracle parameter @ worked
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well for both A = 0.1 and 0.01, indicating that the convergence rate depends less on A when

the voxel-dependent factor (u; better approximates #;, and we leave this as future work.
Fig. 5.6 shows the initial FBP image, converged image, and the reconstructed image at

15th iteration from the proposed algorithm. The reconstructed image is very close to the

converged image after 15 iterations, largely removing the streak artifacts in FBP.

1200
1150
1100
1050
1000
950
900
850

800

()

Figure 5.6: Abdominal region scan: a transaxial plane of (a) an initial FBP image (¥, (b)
a converged image #, and (c) an image (® after 20 normalized run time (15 iterations) of
OSb(24)-mom3 where (¢, ¢, A) = (1.5,30,0.01). (Images are cropped for better visualization.)

5.4 Conclusion and Discussion

We introduced the combination of OS-SQS and Nesterov’s momentum techniques in
tomography problems. We quantified the accelerated convergence of the proposed algorithms

using simulated and patient 3D CT scans. The initial combination could lack stability for
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Figure 5.7: Abdominal region scan: convergence rate of OSb methods (24, 48 subsets) for
30 iterations with and without momentum for several choices of (¢, ¢, A) with (a) the choice
Cu(~ @) in (5.19) with ¢ = 30 [HU] and (b) the oracle choice @ (5.14) for 48 subsets.

large numbers of subsets, depending on the subset ordering and type of momentum. So, we
adapted a diminishing step size approach to stabilize the proposed algorithm while preserving
fast convergence.

We have focused on PWLS cost function in this chapter, but the proposed algorithms can
be applied to any (smooth or nonsmooth) convex cost function, including the Poisson. We
are further interested in studying the proof of convergence of the OS-momentum algorithm
for a (bit-reversal) “deterministic” order.

The accumulating error of the proposed algorithms in Section 5.2 is hard to measure
due to the computational complexity, and thus optimizing the relaxation parameters for
an increasing I'®) in (5.7) remains an open issue. In our experiments, we observed that
the updated images within subiterations of OS-momentum algorithms form a cycle looping
around the optimal image & with increasing radius when they reach a diverging phase. (The
plain OS eventually reaches a fixed limit-cycle.) One could consider this behavior as an
indication of instability that could lead to adaptively decreasing the step size, i.e., increasing
I'®) - Alternatively, one could discard the current momentum and restart the build-up of the
momentum as in [72,90]. Such refinements could make OS-momentum a practical approach
for low-dose CT.
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CHAPTER VI

Optimized momentum approaches

We introduce new optimized first-order methods for smooth unconstrained convex min-
imization. Drori and Teboulle [31] recently described a numerical method for computing
the N-iteration optimal step coefficients in a class of first-order algorithms that includes a
gradient method, a heavy-ball method [93], and Nesterov’s fast gradient methods [80, 83].
However, the numerical method in [31] is computationally expensive for large N, and the
corresponding numerically optimized first-order algorithm in [31] requires impractical mem-
ory for large-scale optimization problems and O(N?) computation for N iterations. In this
chapter, we propose optimized first-order algorithms that achieve a convergence bound that
is two times faster than Nesterov’s fast gradient methods; our bound is found analytically
and refines the numerical bound in [31]. Furthermore, we show that the proposed optimized
first-order methods have efficient recursive forms that are remarkably similar to Nesterov’s

fast gradient methods and require O(N) computations for N iterations.

6.1 Introduction

First-order algorithms are used widely to solve large-scale optimization problems in vari-
ous fields such as signal and image processing, machine learning, communications and many
other areas. The computational cost per iteration of first-order algorithms is mildly de-
pendent on the dimension of the problem, yielding computational efficiency. Particularly,
Nesterov’s fast gradient methods [80, 83] have been celebrated in various applications for
their fast convergence rates and efficient recursive implementation. This chapter proposes
first-order algorithms (OGM1 and OGM2 in Section 6.6) that are twice as fast (in terms
of worst-case bounds) as Nesterov’s fast gradient methods for smooth unconstrained convex
minimization yet require remarkably similar computation per iteration.

We consider finding a minimizer over R? of a cost function f belonging to a set Fr(R?)

of smooth convex functions with L-Lipschitz continuous gradient. The class of first-order
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algorithms of interest generates a sequence of points {x; € R? : i = 0,---, N} using the

following scheme:

Algorithm Class FO
Input: f € Fr(RY), o € R%
Fori=0,--- ,N—1

1 i
Tiy1 = T; — E ; hz’—&—l,k:f,(wk)- (61)

The update step at the ith iterate a; uses a linear combination of previous and current
gradients {f'(xo), -, f'(x;)}. The coeflicients {h;}o<r<i<ny determine the step size and
are selected prior to iterating (non-adaptive). Designing these coefficients appropriately is the
key to establishing fast convergence. The algorithm class FO includes a gradient method, a
heavy-ball method [93], Nesterov’s fast gradient methods [80,83], and our proposed optimized
first-order methods.

Evaluating the convergence rate of such first-order algorithms is essential. Recently,
Drori and Teboulle (hereafter “DT”) [31] considered the Performance Estimation Problem
(PEP) approach to bounding the decrease of a cost function f. For given coefficients h =
{hix}o<k<i<n, @ given number of iterations N > 1 and a given upper bound R > 0 on the
distance between an initial point @y and an optimal point x, € X, (f) £ argming ga f(x),
the worst-case performance bound of a first-order method over all smooth convex functions

f € FL(RY) is the solution of the following constrained optimization problem [31]:

Bp(h,N,L,R) = xy) — f(x, P
ol 7 1B s, ) () ")
T €X(f

1 ¢ .
st. @i = — Zzhi+1,kf,(wk)a i=0,---,N—1,
k=0
||z — x.|| < R.

Asreviewed in Section 6.4.1, DT [31] used relaxations to simplify the intractable problem (P)
to a solvable form.

Nesterov’s fast gradient methods [80,83] achieve the optimal rate of decrease O (%) of
Bp(h, N, L, R) for minimizing a smooth convex function f [81]. Seeking first-order algorithms
that converge faster (in terms of the constant factor) than Nesterov’s fast gradient methods,
DT [31] proposed using a (relaxed) PEP approach to optimize the choice of h in class FO by

minimizing a (relaxed) worst-case bound B(h, N, L, R) at the Nth iteration with respect to
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h. In [31], the optimized h factors were computed numerically, and were found to yield faster
convergence than Nesterov’s methods. However, numerical optimization of h in [31] becomes
expensive for large N. In addition, the general class FO, including the algorithm in [31],
requires O(N?) computations for N iterations and requires O(Nd) memory for storing all
gradients {f'(z;) € R? : i=0,---, N — 1}, which is impractical for large-scale problems.

This chapter proposes optimized first-order algorithms that are twice as fast (in terms
of worst-case bound) as Nesterov’s fast gradient methods, inspired by [31]. We develop
remarkably efficient recursive formulations of the optimized first-order algorithms that re-
semble those of Nesterov’s fast gradient methods, requiring O(N) computations and O(d)
memory.

Section 6.2 reviews the smooth convex minimization problem and introduces the approach
to optimizing h used here and in [31]. Section 6.3 illustrates well-known examples in class
FO. Section 6.4 reviews DT’s PEP approach and uses the PEP approach to derive a new
convergence bound for the primary variables in Nesterov’s fast gradient methods. Section 6.5
reviews DT’s analysis of a relaxed convergence bound for a first-order method, and derives
a new equivalent analytical bound and step size coefficients h that optimize that bound.
Section 6.6 investigates efficient formulations of the proposed first-order methods that achieve

the relaxed convergence bound. Section 6.7 offers conclusions.
6.2 Problem and approach
6.2.1 Smooth convex minimization problem
We consider first-order algorithms for solving the following minimization problem

argmin f(x), (M)

xR

where the following two conditions are assumed:

e f : R = Ris a convex function of the type C’i’l(Rd), 1.e., continuously differentiable

with Lipschitz continuous gradient:

1f'(x) = @l < Lilz —yll, VYz,yeR’
where L > 0 is the Lipschitz constant.

e The optimal set X, (f) = argmin, g« f() is nonempty, i.e., the problem (M) is solv-
able.
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We focus on measuring the “inaccuracy” f(xy) — f(x.) after N iterations to quantify

the worst-case performance of any given first-order algorithm.

6.2.2 Optimizing the step coefficients of first-order algorithms

In search of the best-performing first-order methods, DT [31] proposed to optimize h =
{hix}o<k<i<n in Algorithm FO by minimizing the worst-case bound of f(zy) — f(x.) for
a given number of iterations N > 1 and initial distance R > 0, by adding argmin;, to

problem (P) as follows:

hp £ argmin Bp(h,N, L, R). (HP)

hERN(N+1)/2

Note that hp is independent! of both L and R. Solving problem (HP) would give the step
coefficients of the optimal first-order algorithm achieving the best worst-case convergence
bound. DT [31] relaxed?® problem (HP) to a tractable form, as reviewed in Sections 6.4.1
and 6.5.1. After these simplifications, the resulting solution was computed numerically using
a semidefinite programming (SDP) that remains computationally expensive for large N [31].
In addition, the corresponding numerically optimized first-order algorithm was impractical
for large-scale problems, requiring a linear combination of previous and current gradients
{f'(xo),- -+, f'(x;)} at the (i + 1)-th iteration.?

To make DT’s work [31] practical, we directly derive the “analytical” solution for h
in a relaxed version of the problem (HP), circumventing the numerical approach in [31].
Interestingly, the analytical solution of the relaxed version of (HP) satisfies a convenient
recursion, so we provide practical optimized algorithms similar to efficient Nesterov’s fast
gradient methods.

Next, we provide examples of Algorithm FO such as a gradient method, a heavy-ball
method [93], and Nesterov’s fast gradient methods [80,83].

! Using the substitutions ' = Lz and fla) = = f(Rx’) € Fi(RY) in problem (P), we get
Bp(h,N,L,R) = LR?*Bp(h, N, 1,1). This leads to hp = argmin, Bp(h, N, L, R) = argmin,, Bp(h,N,1,1).

2 Using the term ‘best’ or ‘optimal’ here for [31] may be too strong, since [31] relaxed (HP) to a solvable
form. We also use these relaxations, so we use the term “optimized” for our proposed algorithms.

3 If coefficients h in Algorithm FO have a special recursive form, it is possible to find an equivalent
efficient form, as discussed in Sections 6.3 and 6.6.
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6.3 Examples of first-order algorithms

This section reviews examples of Algorithm FO as discussed in [31, Section 4.1]. We
further show the equivalence* of two of Nesterov’s fast gradient methods in smooth un-
constrained convex minimization. The analysis techniques used here will be important in
Section 6.6.

6.3.1 Gradient method

The conventional gradient method (GM) is one simple case of Algorithm FO when

fori=0,---, N — 1. This GM method is widely known to satisfy [10,81]:

Ll|zo — .||
2n ’

f(n) — f(x.) < va, € X.(f) (6.2)

for n > 1. Recently, DT, using a specific PEP approach®, found the tightest worst-case
bound for a GM method [31, Theorems 1 and 2]:

Lijzy — .|

f@n) ~ f@) < 20

, V. € X.(f) (6.3)

for n > 1, which is twice better than the conventional bound (6.2).

6.3.2 Heavy-ball method

Another first-order method is a heavy-ball method (HBM) [93] that reuses the last update
x; — x;_1 for acceleration with minimal extra computation, where the parameters 0 < a <
2(1+p) and 0 < 8 < 1 are used in [93].

4 The equivalence of two of Nesterov’s fast gradient methods for smooth unconstrained convex minimiza-
tion was previously mentioned without details in [105].

® The PEP approach for GM is a special case in [31] where DT found explicitly the analytical convergence
bound (6.3). In addition, DT specified a worst-case function in the class of convex Ci’l that attains the
bound (6.3), so (6.3) is the tightest for GM.
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Algorithm HBM
Input: f € Cp'(RY) convex, @y € R, x_; = .

Fori=0,--- ,N—-1

Tiy1 = T; — %f/<mi) + B(xi — @i 1)

Algorithm HBM is an example of Algorithm Class FO by defining

i—k .
hi-‘rl,kzaﬁ ) ]{7:0,"'72,

fori =0,---, N —1[31]. The convergence bound of HBM is unknown on the class of convex

functions in C’i’l, and the PEP approach provided a numerical convergence bound [31, Fig.
1 and Table 1] that was found to be faster than that of the GM but slower than that of

Nesterov’s fast gradient methods.

Next, we review two of Nesterov’s celebrated fast gradient methods [80,83]. These achieve

the optimal convergence rate O (5) for decreasing the function f [81], while requiring

minimal additional computation compared to GM and HBM.

6.3.3 Nesterov’s fast gradient method 1

Nesterov’s first fast gradient method is called FGM1 [80]:

Algorithm FGM1
Input: f € CpH(R?) convex, xy € RY, yo = @, to = 1.
Fori=0,--- N —1

1
Yir1 = T — Zf'(wz)
1+ +/1+4t
lij1 = —————
2
t;— 1

Tit1 = Yit1 T+ t—(yi—i-l —Y;).
i1

(6.4)

Note that ¢; in (6.4) satisfies the following relationships used frequently in later derivations:

2 2 _ 2_i A 14+ 2
o — b — 7 =0, ti—;tk, and 1 > —=,
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Algorithm FGM1 is in Algorithm Class FO [31, Proposition 2] with:

ti—17 o .
mhi,k, k=0,---,i—2,
hivie =g 5 (hiioa = 1), k=i—1, (6.6)
1+ 4= k=i,
i+1

fori =0,---, N — 1. Note that Algorithm FO with (6.6) is impractical as written for large-
scale optimization problems, whereas the mathematically equivalent version FGM1 is far
more useful practically due to its efficient recursive form.

The sequence {xg, -+ ,xy_1,Yyn} of FGMI can be also written in class FO [31, Propo-
sition 2|, and the sequence {yo, - ,yn} is known to achieve the rate O (#) for decreasing
f [10,80]. DT conjectured that the primary® sequence {xg,--- ,zyx} of FGM1 also achieves
the same O (%) rate based on the numerical results using the PEP approach [31, Conjecture
2]; our Section 6.4.2 verifies the conjecture by providing an analytical bound using the PEP

approach.

6.3.4 Nesterov’s fast gradient method 2

In [83], Nesterov proposed another fast gradient method that has a different form than
FGM1 and that used a choice of ¢; factors different from (6.4). Here, we use (6.4) because it
leads to faster convergence than the factors used in [83]. The algorithm in [83] then becomes

FGM2 shown below.

Algorithm FGM2
Input: f € Cp'(R?Y) convex, xo € R?, ¢, = 1.
Fori=20,--- ,N—1

1
Yir1 = T — Zf'(zci)

1 i
Zit+1 = Lo — Z Ztkf/<wk)
k=0

1+ 4/1+4t
2

lit1 =

1 1
xi=(1- P R

i+1 i+1

6 The sequence {x;} of FGM1 was originally introduced to be auxiliary in FGM1 with no known conver-
gence bound. In view of class FO, {;} is the primary sequence of FGM1 and we discuss its convergence
bound in Section 6.4.2.
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Similar to FGM1, the following proposition shows that FGM2 is in class FO with

ti]J-rl (tk _Z;:kJrl hj,k)a k:O,"' ,i— 1,
14 4=t k=i,

tit1’
fori=0,---,N—1 with ¢; in (6.4).

Proposition 1. The points xg,- - , &N generated by Algorithm FO with (6.7) are identical
to the respective points generated by Algorithm FGM2.

Proof. We use induction to show that the sequence xy, - - - , & generated by Algorithm FO
with (6.7) is identical to the respective points generated by Algorithm FGM2. For clarity,
we use the notation xf, - - - , «’y for Algorithm FO.

Clearly x(, = xy. To prove the equivalence for i = 1:

1- 1 to—1
) =xy— —hiof'(xy) = o — — <1+ ° )f/(wo)

L L 3]
1 1 1 1 1
— 1 o - R / — 1 _ —_— = .
( t + t1) (310 Lf (wo)) ( t1> Y1+ tlzl x|
Assuming x; = x; for ¢ =0, --- ,n, we then have
1. 1 n—1 B
x| =T, — Zhn-i-lﬂ’bf/(m/n) -7 Py f' (22),)
k=0
n—1 n
1 t 1 1 1
=z, — — |1 L "(x,) — = tr — h !
v L ( tn+1 ) f <m ) L k=0 tTL+1 ( g _zk: ]k> f <mk)
= Jj=k+1
1 1 1 1 n—1 n n
—(1- 2 f’(%)) RNE (R honf (@) — 25 b f ()
(1-55) (oo 20+ (=t 12 3 s - 3
1 1 <. »
=(1- Ynt1 + T, + — hiwf (z)) — — tf (T
(1) RN
1 1 l —
=(1- n — =Nt f
( tn—i—l) Y i N tn+1 <w0 L kzg kf (wk)

1 1
= (1 - ) Yntl T 7 Zn41 = Tpq1-
tn—i—l tn-‘,—l

The fifth equality uses the telescoping sum @, = xo+> 7 (x;—®;1) and (6.1) in Algorithm
FO. O
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We show next the equivalence of Nesterov’s two algorithms FGM1 and FGM2 for smooth

unconstrained convex minimization using (6.6) and (6.7).

Proposition 2. The points xq,--- ,xn generated by Algorithm FGM2 are identical to the
respective points generated by Algorithm FGMI.

Proof. We prove the statement by showing the equivalence of (6.6) and (6.7). We use
the notation A}, for the coefficients (6.7) of Algorithm FGM2 to distinguish from those of
Algorithm FGM1.

It is obvious that B;H,Z. = BHM, t=20,---,N —1, and we can easily prove that

7 1 T 1 ti— -1
Pigroa = — (tica = hiy ) = <ti—1 — <1 + = )>
tita tit1 t;

ti— D)(tiog — 1 ti—1 - _
= ( izt ) = (hi,i—l - 1) = Nigp1i-1

Litiva Liv1
fori=0,---,N —1.
We next use induction by assuming i_zgﬂ,k = Bi+1,k fori=0,---,n—1, k=0,---,i. We
then have
1 n 1 n—1
;H—l,k: = L (tk - Z hﬂ;) = P (tk - Z h;;k - /nk:)
n+1 Pl n+1 Pt
1 - - t,—1- t, —1- .
= (tr — (te — tohiyy) — hlyy) = b,y = P e = Pk
tn+1 tn-l—l tn+1
for k=0,---,n—2. n

Algorithms FGM1 and FGM2 generate the same sequences {x;} and {y;}, and the se-
quence {y;} is known to satisfy [10,80,83]:

2L||xy — .||
(n+1)2

fyn) = f(x,) < Vi, € X.(f) (6.8)

for n > 1, which was the previously best known analytical bound of first-order methods for
smooth unconstrained convex minimization; DT’s PEP approach provides a tighter ‘numeri-
cal’ bound for the sequences {x;} and {y;} compared to the analytical bound (6.8) [31, Table
1]. Using the PEP approach, Section 6.4.2 provides a previously unknown ‘analytical’ bound
for the sequence {z;} of FGM1 and FGM2.

Nesterov described a convex function f € C;'(R?) for which any first-order algorithm
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generating the sequence {x;} in a class of Algorithm FO satisfies [81, Theorem 2.1.7]:

3L||xo — x.||?

32(n+1)2

< flan) = flz.), V. € Xu(f) (6.9)

forn = 1,---, Ld%lj, indicating that Nesterov’s FGM1 and FGM2 achieve the optimal
rate O (%) However, (6.9) also illustrates the potential room for improving first-order
algorithms by a constant in convergence speed.

To narrow this gap, DT [31] used a relaxation of problem (HP) to find the “optimal”
choice of {h;;} for Algorithm FO that minimizes a relaxed bound on f(xy) — f(x.) at the
Nth iteration, which was found numerically to provide a twice better bound than (6.8), yet
remained computationally impractical.

We next review the PEP approach for solving a relaxed version of (P) and illustrate the
use of the approach by deriving new analytical bounds for the sequence {x;} of FGM1 and

FGM2.

6.4 A convergence bound of first-order algorithms using PEP ap-

proach

6.4.1 Review of relaxation schemes for PEP approach

This section summarizes the relaxation scheme for the PEP approach that transforms
problem (P) into a tractable form [31].

Problem (P) is challenging to solve due to the (infinite-dimensional) functional constraint
on f, so DT [31] cleverly relax the constraint by using the following property of convex
functions f in C’fl [81, Theorem 2.1.5]:

P @) ~ F@IP < f@) ~ )~ (Fy), o —9), VeyeR.  (610)

DT apply this inequality (6.10) to the generated points {xg, - ,xx} of Algorithm FO and
any optimal point @, € X,(f), and replace the functional constraint on f by a corresponding

finite set of inequalities on {xg, - , &y, 2.} using (6.10). This yields the following relaxed
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version of problem (P) [31]:

Bpi(h,N,L,R) = max L||zo — z.||*0n (P1)
w0,~-~,:cN,:c*€]Rd,

9o, ,gnERY,
50, ONER

7
st. i1 =x; — Zhi+1,k||wo —x.lgi, i=0,---,N—1,
k=0

1 gj, L; — Lj
S~ gylI? < b o, — 9 -2

’ iaj:O7"'aN7*7
|0 — @.||

||CL'0 - 13*“ S R7
by defining

& = m(f<mz) — f(z.)),
gi = mf'(afi)

for i = 0,---, N, %, and note that 6, = 0 and g, = 0. DT [31] eliminate {xo, - , Ty, x.}
using {go," -+ ,gn} and R in (P1), and rewrite the problem (P1) in the following form":
Bpi(h,N,L,R) = max LRy
GER(N+1>d7
SeRN+1
veER? ||v||=1
tr{G"B,;(h)G} <6 —3;, j<i=0,---,N,
tr{G'"C;G} <4, i=0,---,N,
tr{G"D;(h)G +vu/G} < —6;, i=0,--- N,

where ¢t < j =0,--- N denotes i = 0,--- ,N —1, j =i+ 1,---, N, by defining the unit

vectors® u; = ey, ;. € RV and v = T the (N + 1) x 1 vector § = [d - - N7,

" This form is a (nonhomogeneous) Quadratic Matrix Program that is introduced in [8].
8 The vector e i 1s the ith canonical basis vector in R, having 1 for the ith entry and zero for all other
elements.
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the (N + 1) x d matrix G = [go - - gn]|T, and the (N + 1) x (N + 1) symmetric matrices:

: .

Aij(h) £ 5w —wy)(w —wy) "+ 5 0 Y hu(wgu] + wew]),

i -1
B;j(h) £ S(wi —uy)(w —wy)" = 5370 Do hur(wjuf + wpu] ), (6.11)
C; £ juul,
| Di(h) £ Jugu] + 5371 Yo by (wiuf + wal).
DT [31] further relax the problem by discarding some constraints as:
Bpo(h,N,L,R) = max LR*y (P2)
GeR(N+1d,
RN 1

s.t. tl’{GTAZ',Li(h)G} < (51-71 — (51-7 7 = 1, e 7]\[7
tr{GTDl-(h)G + V’U,ZTG} <-4, i=0,---,N,
for any? given unit vector v € R?.
DT [31] finally use a duality approach on (P2). Replacing maxg s LR*dy by ming s —0x

for convenience, the Lagrangian of the corresponding constrained minimization problem (P2)

becomes the following separable function in (4, G):
E(G7 67 A? T h’) = Ll((s7 A? T) + ‘CQ(G7 Av T; h’)7
where

Li(8,X,T) 2 —0n + 30 N0 — Gima) + SN T,
Lo(G AT h) 2 Ntr{GT A, ,(h)G} + XY, 7:tr{G"D;(h)G + vul G},

with dual variables A = (Ay,---,Ay)T € RY and 7 = (79,--- ,7v)T € RY*!. The corre-

sponding dual function is defined as

HA,7;h) = min L1(0,\,7)+ min Ly(G,\, T;h). (6.12)

SERN+1 GeR(N+1)d

9 Problem (P1) is invariant under any orthogonal transformation, so DT [31] assume that &g — @, =
—v||zo — .|| for any given unit vector v € R? without loss of generality.
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Here ming £1(d, A, 7) = 0 for any (A, 7) € A, where

(6.13)

To=M, An+7v =1
A:{(A,T)EMXMH S }
N-1

ANi=Aipi+7=0,i=1,---,

and —oo otherwise. Using [31, Lemma 1]'° and the lemma in [11, p. 163]'!, the dual

function (6.12) for any given unit vector v € R? reduces to

HX,7;h) = min {w'S(h, A\, 7)w+ 77w}

wERN‘H

1 1
= max{—;y s w'S(hy\, T)w + 77w > —37 Yw € RNH}

vER
1 Sh,\, 1) ir
= max ¢ —27 ( ) 2 >0 (6.14)
b Lo}

for any given (X, 7) € A, where DT [31] define the following (N + 1) x (N 4 1) matrix using
the definition of A;_;;(h) and D;(h) in (6.11):

S(h.A,7) =Y NAii(h)+> 7Dj(h)

In short, using the dual approach on the problem (P2) yields the following bound:

B

N 1, S(h,\, 1)
Bp(h,N,L,R) = min { =LR*y :
AeRY, | 2 1.7
TERN+L, 2
vER

=0,(AT)eA,, (D)

N—= N
2

recalling that we previously replaced maxg x LR?*6y by ming » —0x for convenience. Prob-

lem (D) can be solved using any numerical SDP method [48] for given h and N, noting that

10 Let ¢(X) = tr{XTS’X + 2baTX} be a quadratic function, where X € R"*™ a € R", 0 # b € R™,
and S € R"*" is a symmetric matrix. Then infxcgnxm ¢(X) = infeern q(€bT).
1 For b € R", ¢ € R, and a symmetric matrix § € R®*", the inequality w” Sw +2bTw +c¢ > 0, Yw € R”

S b
holds if and only if the matrix < BT > is positive semidefinite.
c
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R is just a multiplicative scalar in (D).
Overall, DT [31] introduced a series of relaxations to the problem (P), eventually reaching

the solvable problem (D) that provides a valid upper bound as
f(xn) — f(x.) < Bp(h,N,L,R) < Bp(h,N, L, R)

where xy is generated by Algorithm FO with given h and N, and ||xy — @.|| < R. This
bound is for a given h and later we optimize the bound over h.

Solving problem (D) with a SDP method for any given coefficients h and N provides a
numerical convergence bound for f(xy) — f(x.) [31] (with a given R). However, numerical
bounds only partially explain the behavior of recursive algorithms in class FO for every N,
such as GM, HBM, FGM1 and FGM2. An analytical bound (6.3) of a GM method, for
example, was found using a specific PEP approach [31], but no other analytical bound was
discussed in [31]. The next section exploits the PEP approach to reveal a new analytical
bound of the sequence {f(x;)} generated by FGM1 or FGM2 as an example, confirming
the conjecture by DT that the primary sequence {x;} achieves the same rate O (%) as the

sequence {y;} [31, Conjecture 2].

6.4.2 An analytical bound for Nesterov’s fast gradient methods

This section provides an analytical bound for the sequence {x;} in FGM1 and FGM2.
For the h factors in (6.6) or (6.7) of Nesterov’s fast gradient methods, the following choice
(inspired by Section 6.5.2) is a feasible point of problem (D):

_ 2

No=-1 i=1,- N, (6.16)
ty
L .

7_-1277 ZIO?"'7N7 (617)
ty

_ 1
N

with ¢; in (6.4).

Lemma 5. The choice (X, T,7) in (6.16), (6.17) and (6.18) is a feasible point of the prob-
lem (D) for the h designs given in (6.6) or (6.7) that are used in Nesterov’s FGMI and
FGM?2.

Proof. Tt is obvious that (X, 7) € A using t? = 3, _ t; in (6.5). We next rewrite S(h, X, 7)
using (6.7), (6.16) and (6.17) to show that the choice (X, 7,7) satisfies the positive semidef-

inite condition in (D) for given h.
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For any given h and (A, 7) € A, the (i, k)-th entry of a symmetric matrix S(h, A,

n (6.15) can be written as

Si’k<h, )\, ’T) =

Inserting h (6.7), X (6.16) and 7 (6.17) into (6.19) and using \; + 7; =

we get
SZJC(FI,, 5\, ‘I_') =
where t = (to, - - -

~

)\i+17

1
\ 2’

and £ = (2, -

_>\Z)7

0})

11

2(t§vti <tk 2=

1 t2 1 tz—l

1 (5 +
(i (

t2

%,

1

\ 27

r

titk ;o

5k i=1,---,
t2 .

%a 7/:07"'7
% . .
\F’ Z:N, ]{Z:Z,

T "T
=5 (tt" + diag{(¢
T
7tN)

) t?\/'fl)T‘

%(()\z —+ Tz‘)hi,k + 7 Z;;}c—&-l hj,k)u 7 = 27 cee
5 (N + 1) hi

N, k=0,
i=1,,N, k=i—1,
i=0,,N—1, k=i,
i=N, k=i.

t2 .
F fori=1,---
N

71_27

7)

(6.19)

N, k=0,
t=1,--- N, k=i—1
1=20 SN -1, k=1
1=N, k=1

The second equality uses t? —t; —t? ; =0

n (6.5), and diag{t} denotes a matrix where diagonal elements are filled with elements of a

vector t and zero for other elements.

Finally, using 7 in (6.18), we have

N—= N
= =

2t2

(tt" + diag{(t",0

—tT

T

- t

2

2ty
1

2
202,

+ diag{(",0,0)}

= 0.

]

Using Lemma 5, we provide an analytical convergence bound for the sequence {x;} of
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FGM1 and FMG2.

Theorem 1. Let f : RY — R be conver and Ci’l and let o, zy,--- € R? be generated by
FGM1 or FGM2. Then forn > 1,

2L||xg — .||?

flaa) = ) < =0

Ve, € X.(f). (6.20)
Proof. Using 7 (6.18) and 3 > % from (6.5), we have

— 1 2L, 2
f(xzy) — f(z.) < Bp(h,N,L,R) < ELRQW < R

< v Ve e X.(f) (6.21)

for given h in (6.6) or (6.7), based on Lemma 5. Since the coefficients h in (6.6) or (6.7) are
recursive and do not depend on a given N, we can extend (6.21) for all iterations (n > 1).

Finally, we let R = ||xo — .|| O

Theorem 1 illustrates using the PEP approach to find an analytical bound for an algo-
rithm in class FO. Note that we verified numerically that the choice (X, 7, 7) in (6.16), (6.17)
and (6.18) is not an optimal solution of (D) for given h in (6.6) or (6.7). However this feasible
point (X, 7,%) provides a valid upper bound for the sequence {x;} of FGM1 and FGM?2 as
shown in Theorem 1 that is similar to (6.8) and verifies DT’s conjecture [31, Conjecture 2].

The next section reviews D'T’s analysis [31] of the relaxed convergence bound By (h, N, L, R)
and the corresponding numerically optimized step coefficients in the class of first-order meth-
ods, using the (relaxed) PEP approach. Then, we explicitly show that the algorithm achieves

a convergence bound that is twice as fast as (6.8) and (6.20).

6.5 A convergence bound for the optimized first-order algorithm

6.5.1 Review of DT’s numerical bound for optimized first-order algorithms

This section summarizes the numerically optimized first-order algorithms described in [31].
Having relaxed (P) in Section 6.4.1 to (D), DT proposed to optimize h by relaxing (HP)

as follows:

h % argmin Bp(h,N,L,R), (HD)

heRN(N+1)/2

where h is independent of both L and R, since Bp(h,N,L,R) = LR*Bp(h,N,1,1). DT found

h numerically, as we review next.
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Problem (HD) is a bilinear optimization problem in terms of h and the dual variables
in (D), unlike the linear SDP problem (D). To simplify, DT [31] introduced a variable

r= {Ti,k}0§k<i§N1
Tik = Aihig + T Z hj (6.22)
j=k+1

to convert (HD) into the following related linear SDP problem:

2 argmin Bp(r,N, L, R), (RD)

reRN(N+1)/2

'8
where

S'(r, AT)

o 1 1+
Bo(r,N,L,R) % min { —LR%y : 2 =0,(A\,T)EAp,
AeRY, | 2 1T 1
TERN+1 2T 27
'yER
1 N i—1
S(r)\T é Z/\ (wimy — w;)(wimy — u;)” Znuu +§2;7‘m wiug, + wpu)).

(6.23)

Then, a solution (#, X, #,4) of linear (RD) for a given N can be computed by any numerical
SDP method [48]. DT showed that the corresponding pair (X, #,4) with the following h:

R L1=3 -= RUNIR S
hi,k = Aty ’ ‘ ' (624)
0, otherwise,

fori =1,---,N, k=0,---,7— 1 becomes a solution of (HD) [31, Theorem 3],'* where
both (HD) and (RD) achieve the same optimal value, i.e., BD(il, N,L,R) = BD(’F, N,L,R).
The numerical results for problem (HD) in [31] provided a convergence bound that is
about two-times better than that of Nesterov’s fast gradient methods for a couple of choices
of N in [31, Tables 1 and 2]. However, numerical calculations cannot verify the acceleration
for all N, and SDP computation for solving (RD) becomes expensive for large N. In the

next section, we analytically solve problem (HD), which is our first main contribution.

12 Theorem 3 in [31] that is derived from (6.22) has typos that we fixed in (6.24).
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6.5.2 An analytical bound for the optimized first-order algorithm

This section provides an analytical solution of (HD) by reformulating (RD) into a form
that is tractable to solve using Karush-Kuhn-Tucker (KKT) conditions.

We first find an equivalent form of the dual function H(X,7;h) in (6.12) that differs
from (6.14) by using the following equality:

1
SNn(h, A T) = 3 for any (A, 7) € A, (6.25)

i.e., the (N, N)-th entry of S(h, A, ) in (6.15) and (6.19) is 3 for any (X, 7) € A. Hereafter
we use the notation

h,\, T h,\ T T
S(h,\, 1) := Ql )l ) , W= , and T := ,

qh,\, )" z wN ™~

(6.26)

&

where Q(h, A, 7) is a N X N symmetric matrix, g(h, X, 7), @ and ¥ are N x 1 vectors, and
wy and Ty are scalars. We omit the arguments (h, A, 7) in Q(h, A, 7) and g(h, A, ) for
notational simplicity in the next derivation. For any given (X, 7) € A, we rewrite H (X, 7; h)
in (6.12) and (6.14) as follows:

1
H(A\,7;h) = min {’lIJTQ’IIJ + #Taw + 20" quy + —wi + TNU)N}

weRN+1 2

= min {wTQw + 71w +

’wERNJFl

1
(wy + 2w"q + 7v)* — 5(zzz;Tq + TN)2}

1
= min { W’ (Q — 2qq” )W + (F — 2q7n) "W — —7']2\,}
WERN 2
1 =T - 1, 1 . N
=max<{ —=7 : W (Q —2qq )W + (F —2q7y) W — =75 > —=7, Vw € R
vER 2 2 2
1 —2qq” L —2qr
=max 4 =57 . @ -2 2(1 am) - , (6.27)
7 3(F—2qmv)"  5(v—7%)

where the third equality comes from minimizing the function with respect to wy, and the
last equality follows from a simple lemma [11, p. 163] in footnote 11.
Using (6.27) instead of (6.14) for the function H (A, 7;h) and introducing the variable r

97



in (6.22) leads to the following optimization problem that is equivalent to (RD):

7 = argmin Bm(r, N,L,R), (RD1)
rcRN(N+1)/2
where
3 1 Q244" L+ -2gr
Bpi(r,N,L,R) = mi% §LR27 : qq 5( qrw) ~0, AT EA,
.,.ég;&ifﬂ %(7: -2 VTN)T % Y= 7_]%[)
vER
N-1 1
Q(r, A7) =3 ; Xiti 1 — ) (@1 — ;)" + 5)\NﬁN—1ﬂjj\}_1
N | Nl
+ 3 T, + 3 ron(Wity, + Wpd; ), (6.28)
i=0 i=1 k=0
) | N2 ) 1 )
q(r, A, 1) =35 TN kUL, +§<7"N,N71 — AN)UnN_1 (6.29)
k=0

for @; = ey ., € RY. We omit the arguments (r, A, 7) in Q(r, X, 1) and §(r,\, 1) for
notational simplicity. Unlike (RD), we observe that the new equivalent form (RD1) has a
feasible point at the boundary of the positive semidefinite condition, and we will later show
that the point is indeed a solution of both (RD) and (RD1).

Lemma 6. The choice of (¥, 5\,72,&) :

"

o i=2 N=1 k=0, ,i=2,
N
2
~ 49:9021.7l 2992.2717 Z:177N_17kzl_1’
Tik = 20 " " . ; (6‘30)
9_1\1;’ 'L:N7k:O,"'7l_27
2
EoRE SRR S T
<2607
)\i: 912_17 i:l,"',N, (631)
N
)R i=0,--,N—1,
L (6.32)
== =5 =N
R 1
y=a (6.33)
N
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is a feasible point of both (RD) and (RD1), where

1, i =0,
0, = 14+4/1+462 i—1

5 R S,

144/14867 i N

2

(6.34)

Proof. The following set of conditions are sufficient for the feasible conditions of (RD1):

Q(r, A, 1) =24(r, A, 7)g(r, A, 7)7,
T =2q(r,\, T)TnN,
d( )TN (6.35)
V=T
(A, 7T) €A

The Appendix D shows that the point (7, X, #,%) in (6.30), (6.31), (6.32) and (6.33) is the
unique solution of (6.35) and also satisfies the feasible conditions of (RD). O

Note that the parameter 6; (6.34) used in Lemma 6 differs from ¢; (6.4) only at the
last iteration N. In other words, {6y, --,0n_1} is equivalent to {to, - - ,ty_1} in (6.4)
satisfying (6.5), while the last parameter 0y satisfies

03 — On — 20%_, = 0. (6.36)

The next lemma shows that the feasible point derived in Lemma 6 is a solution of
both (RD) and (RD1).

Lemma 7. The choice of (#, X\, #,%) in (6.30), (6.31), (6.32) and (6.33) is a solution of
both (RD) and (RD1).

Proof. See Appendix E using KKT conditions'® of (RD). O

We numerically observed that the analytical solution (fﬁ,jx,i',’y) is equivalent to the
numerical solution of (RD) for couple of choices of N in [31]. The optimized step coefficients
h of interest are then derived using (6.24) [31, Theorem 3] with the analytical solution
(#, X\, #,%) of (RD).

13 We found it easier to use the KKT conditions of linear SDP (RD) for showing the optimality of the
choice (7, A, ¥,%) rather than those of bilinear SDP (RD1).
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Lemma 8. The choice of (h, X, #,%) in (6.31), (6.32), (6.33) and

1 i . .

}1. _ ) O <29k - Zj:kz—i—l hj,k) , k= 0,---,i—1,
i+1,k 1 |
1+ b1 k =1,

fori=20,--- N —1 with 0; in (6.34) is a solution of (HD).

(6.37)

Proof. Inserting # (6.30), X (6.31) and # (6.32) into (6.24), and noting that A; + 7; > 0 for

1=1,---,N, we get

~ ~ i—1 7
ﬁi,k:m”“_szj:’f“hj’k, i=1, N, k=0, i—1,
N+ 7
(o (4% — 257k i) i=1, N—1,k=0,--,i—2,
(Mg ) =R e N k=i
e LS s i=N,k=0,---,i—2,
2
|t Do = PO I o N k=i

which is equivalent to (6.37). From [31, Theorem 3], the corresponding (iL, X, 7, ¥) becomes

a solution of (HD).

]

The following theorem shows that Algorithm FO with the optimized h (6.37) achieves a

new fast convergence bound.

Theorem 2. Let f : R?* = R be convex and Ci’l and let o, -+ ,x € R be generated by

Algorithm FO with h (6.37) for a given N > 1. Then

Ll|zo — x.|?

IA

Ve, € X.(f).

Proof. Using 4 (6.33) and 6%,_, = 3,_, > &Y% from (6.5) and (6.34), we get

4
) 4 4
T2 T 3 = 2
Vo (1 1486 (1+ VT+2(N+17)
2 2

= (N+1)2+V2(N+1)+1 = (N+1)(N+1++2)
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Then, we have

- 1 . LR?

based on Lemma 8. Finally, we let R = ||xg — x.]|. O

Theorem 2 shows that algorithm FO with the optimized h (6.37) decreases the function
f with a bound that is twice as small as that of Nesterov’s fast gradient methods in (6.8)
and (6.20), confirming DT’s numerical results in [31, Tables 1 and 2]. The proposed algorithm
requires at most N = {\/% [|zo — sc*||-‘ iterations to achieve the desired accuracy f(xy) —

f(x.) < €, while Nesterov’s fast gradient methods require at most N = { %Hwo — w*H-‘, a
factor of about v/2-times more iterations.

The next section investigates efficient implementations of the corresponding Algorithm
FO with h (6.37).

6.6 Proposed optimized first-order algorithms

6.6.1 Analytical coefficients of the optimized first-order algorithm

Even though the analytical expression for h in (6.37) that solves (HD) does not require an
expensive SDP method, using hin Algorithm FO would still be computationally undesirable.
Noticing the similarity between (6.7) of FGM2 and (6.37), we can expect that Algorithm FO
with (6.37) may have equivalent efficient form as FGM2, as described in the next section.
In addition, we find an equivalent form of (6.37) that is similar to (6.6) of FGMI1, so that
we can find a formulation that is similar to FGM1 by analogy with how Proposition 2 shows

the equivalence between (6.6) and (6.7).

Proposition 3. The optimized h in (6.37) has the following recursive relationship

091_:112%71“ k= 07 7i - 2a
hivie = 9= (his — 1), k=i—1, (6.39)
20;—1 .
1+ m, k= 1,

fori=0,--- N —1 with 0; in (6.34).

Proof. We follow the induction proof of Proposition 2 showing the equivalence between (6.6)
and (6.7). We use the notation B;k for the coefficient (6.37) to distinguish from (6.39).
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It is obvious that iL;JrLi = fALHM, t=20,---,N —1, and we clearly have

1 20,1 —1
[y :—(2@ ! ) 20, — (1+ 22—~
14+1,0—1 0i+1 1 i,4—1 9i+1 ( 1 < + 91 ))
0i0; 11 i1 o e
fori=0,---, N —1.
We next use induction by assuming ;L;+1,k = ]tli_i_l’k; fori=0,---,n—1, k=0,---,i. We
then have
n—1
hyig = (2@ - Z B > = (zek > M- h;%k)
=kt 1 Onsa j=k+1

1

0n+1

b, —1., Go—1. .
—h;%k = hn,k = hn+1,k

— (zek - <29k - eni};k) . im) —

Qn—‘rl ‘gn—i—l

fork=1,---,n—2.

6.6.2 Efficient formulations of optimized first-order algorithms

This section revisits the derivation in Section 6.3 to transform Algorithm FO with (6.37)
or (6.39) into efficient formulations like Nesterov’s fast gradient methods, leading to practical
algorithms.

We first propose the following optimized gradient method, called OGM1, using (6.39) in
Algorithm FO. OGM1 is computationally similar to FGM1 yet the sequence {x;} generated
by OGM1 achieves the fast convergence bound in Theorem 2.

= Xy, 00:1

Algorithm OGM1
Input: f € C’é’l(Rd) convex, o € RY, o
For:=0,---,N—1
Yir1 =T — —f ()
, 1+\/21+49§’ i< N—2
i+l —
1+\/21+80§’ i= N —1
0; —1
Tit1 = Yir1 + 5 (Yir1 —yi) + 7
i+1 i+1

0;
_(yi—i-l - wz‘)

Apparently, the proposed OGM1 accelerates FGM1 by using just one additional momentum

term 5 (yzH

102

x;), and thus OGM1 is computationally efficient. Also, unlike DT’s approach



that requires choosing N for using SDP solver before iterating, the proposed OGMI1 need
not know N in advance because the coefficients h (or ;) for intermediate iterations (i =
0,---,N —1) do not depend on N.

Proposition 4. The points xy, -+ ,xy generated by Algorithm FO with (6.39) are identical
to the respective points generated by Algorithm OGMI.

Proof. We will use induction to show that the sequence xq, - - - , xy generated by Algorithm
FO with (6.39) is identical to the sequence xg, - - -,y generated by Algorithm OGM1. For
clarity, we use the notation xj, - - - , &y for Algorithm FO.

It is obvious that aj = x(, and since 6y = 1 we get

1. 1 20, — 1 0
x) = x) — Ehl,of’(wé) =T~ 7 (1 + ?91 ) fl(xo) =91 + e—?(yl —xy) = .
Assuming x; = «; for i = 0,--- ,n, we then have
1 1 12
$;L+1 :CB;L - Ehn+1,nf/(w;z) - Ehn‘Fl,n*lf,(w/TL*l) - z Z hn+1,kf/<x;c)
k=0
1 2, — 1 0, —1 - 1820, - 1.
- (1 ¥ ) P@0) = 2 s = 1) (0 ) — ~ b ()
L Ons1 n+1 L= O
1 0 0,—1( 1 1 1.
Ly — — 1 i ! n - | —=f n —f n—1) — &7 hn !
o= (1452 ) P+ 5= ( SRS TCRIEESS ,kf<wk>>
Qn en —1 1 / 1 /
=Yn+1 + ﬂ(ynﬂ-l - mn) + 9n+1 <_Lf (wn) + Lf (wn—l) + Lp — wn—l)
6, —1 0,
=Yn+1 T (ynJrl - yn) + _(yn+1 - wn) = Tp41
0n+1 enJrl
Il

Next, we propose another efficient formulation of Algorithm FO with (6.37) that is similar
to the formulation of FGM2.
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Algorithm OGM2
Input: f € O (R?) convex, xy € RY, 6 = 1.
Fori=0,--- /N -1

1
Yit1 = T; — Zf/(fci)
Zij1 =@ —1226’ I (z)
i+1 0 I £ k k

1 14462 .
VI < N =2

2 Y

+1 2
14++4/1+86¢ .

2 Y

1 1
it1=\1l=-— v TZi
Lit1 ( 9¢+1) Yiy1 + 9i+1z+1

The sequence {x;} generated by OGM2 achieves the fast convergence bound in Theorem 2.
Algorithm OGM2 doubles the weight on all previous gradients for {z;} compared to FGM2,

providing some intuition for its two-fold acceleration. OGM2 requires the same computation

as FGM2.

Proposition 5. The points xy, -+ ,xy generated by Algorithm FO with (6.37) are identical

to the respective points generated by Algorithm OGM2.

Proof. We will use induction to show that the sequence xq, - - -,y generated by Algorithm
FO with (6.37) is identical to the sequence xg, - - -,y generated by Algorithm OGM?2. For

clarity, we use the notation xj, - - - , &y for Algorithm FO.

It is obvious that aj = x(, and since 6y = 1 we get

1- 1 2600 — 1 )
@) = T — Ehl,of,(wf)) =T~ 7 (1 + ?91 ) f(@o) =41+ Q_T(yl —xo) = T1.
Assuming x; = «; for i = 0,--- ,n, we then have
1 1 n—1
x, | =T, — Zthrl,nf/(x;z) I Z P f' (27,)
k=0
1 20, — 1 1 1 L
—x,— — (14 =2 (z,) — — 20, — hin f
A e LR S ( 3 J,k>f<xk>
= j=k+1
n—1 n
1 1 1 1
=1|1- L, — —f’(:cn)> + Ty, + = h kf’(azk) —
( 9n+1> ( L Ont1 L ;jz;l ’
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1 1
= <1 - —> Ynt1+ 57— 2n41 = Tnql
Hn-‘,-l 0n+1

The fifth equality uses the telescoping sum @, = ®o+>_;_, (x; —x;-1) and (6.1) in Algorithm
FO. [

Our proposed OGM1 and OGM2 methods use the parameter 6; in (6.34) that differs
from ¢; in (6.4) only at the last iteration. Therfore, we conclude this section by a conjecture
about convergence bounds for modified versions of OGM1 and OGM2 that simply use ¢; for

all iterations.

Conjecture 1. Let @y, x1,--- be the sequence generated by either OGM1 or OGM2 with t;
in (6.4), instead of 0; in (6.34), then the sequence {f(x;)} converges to f(x.) with similar
convergence bound as that of the original OGM1 or OGM2 in Theorem 2.

6.7 Conclusion and Discussion

We proposed new optimized first-order algorithms that are twice as fast as Nesterov’s
methods for smooth unconstrained convex minimization, inspired by DT’s recent work [31].
The proposed first-order methods are comparably efficient for implementation as Nesterov’s
methods. Thus it is natural to use the proposed OGM1 and OGM2 to replace Nesterov’s
methods in smooth unconstrained convex minimization.

The new optimized first-order algorithms lack convergence bounds for the intermediate
iterations, but we conjecture that such bounds are similar as for the last iteration (N). De-
riving convergence bounds for the intermediate iterations may help further understand the
behavior of the proposed algorithms. In addition, just as Nesterov’s fast gradient methods
have been extended for nonsmooth convex minimization [10,84], extending the proposed
optimized first-order algorithms for minimizing nonsmooth convex function would be a nat-
ural direction to pursue. Last, DT’s PEP approach involves a series of relaxations to make
the problem solvable, so there is likely still room for improvement in optimizing first-order
methods, which we leave as future work.

In addition to introducing new OGM methods in class FO, we next show the convergence

behavior of the proposed OGM methods with OS methods on simulated and real CT scans,
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and show that they provide faster convergence speed than the OS methods when combined
with Nesterov’s FGM methods proposed in Chapter V.

6.8 Results

We combine the optimized gradient method (OGM) with OS methods, which we expect
to converge faster than OS methods with Nesterov’s momentum FGM method. We also
replaced the 1/L factor in the OGM method with a diagonal matrix D! based on separable
quadratic surrogates [2]; this D is easier to compute than the (smallest) Lipschitz constant
L. We used 2D simulation data and 3D real patient data to measure the acceleration of the

proposed algorithms.

6.8.1 Simulation data

We simulated 2D fan-beam CT 492 x 444 noisy sinogram data from a 512 x 512 XCAT
phantom image [98]. We reconstructed a 256 x 256 image from the sinogram using OS

methods (1 and 12 subsets) with and without momentum techniques for 15 iterations.

3 :
S0 “+ GD
-A-FGM
A3 o5| -6-0GM
25 5 % 0S(12)

-%7- 0S(12)-FGM
—5—08S(12)-OGM ||

N
o

20r T H

RMSD [HU]
o
RMSD [HU]
on

101 10/
5 5
0 ‘ ‘ ] ; O ‘ ‘ ‘ T ‘ ?
0 5 10 15 0 10 20 30 40
Iteration Run time (sec)
(a) vs. Iteration (b) vs. Run time

Figure 6.1: Plots of RMSD [HU] versus (a) iteration and (b) run time (sec) for OS methods
using 1 and 12 subsets with and without momentum techniques. Each iteration of OS
methods with 12 subsets performs 12 sub-iterations. (GD is an abbreviation for gradient
descent methods, also known as gradient methods (GM).)

Fig. 6.1 illustrates the root mean square difference (RMSD) between (™ and the con-
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verged image Z in Hounsfield Units (HU):
RMSD™ = 1=~ [HU] (6.40)

versus both iteration and run time, to evaluate the convergence rate. The results show that
two momentum techniques provide acceleration. Particularly, the proposed OGM approaches
the converged image faster than Nesterov’s FGM method in both iteration and run time, as
expected. Even though the OGM algorithm is thus far proven to achieve fast convergence
only at the final Nth iteration, the algorithm shows acceleration within all N iterations in
this experiment. In Fig. 6.1, using 12 subsets in OS methods accelerated all algorithms, even
though it slightly increased the computation time per iteration for executing 12 sub-iterations

per each iteration.

(a) Initial FBP image (%) (b) Converged image &

1200
1100
1000

900

800

(¢) Reconstructed image (%)

Figure 6.2: 2D XCAT simulation: (a) an initial FBP image 2(®, (b) a converged image %,
and (c) a reconstructed image z(® from 5 iterations of the proposed OGM algorithm using
12 subsets.

Fig. 6.2 shows an initial filtered back-projection (FBP) image 2(®), a converged image #,

and a reconstructed image from 5 iterations of the proposed OGM algorithm with OS(12)
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method. The result indicates that we can reach nearby the converged image within very few

iterations using the proposed algorithm.

6.8.2 Shoulder region scan data

We reconstructed 512 x 512 x 109 image from a shoulder region scan 888 x 32 x 7146
sinogram with pitch 0.5 described in Section 4.2.3.2.

Fig. 6.3(a) illustrates that FGM and OGM are much faster than gradient descent (GD)
as expected. We can further experimentally verify that the number of iterations required
for reaching the desired accurracy is about \/LE less for the proposed OGM compared to
Nesterov’s FGM, as discussed in Section 6.5.2. Fig. 6.3(b) further shows results of GD,
FGM and OGM combined with OS methods for 12 subsets, illustrating that OS combined

with OGM is the fastest among all choices.
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Figure 6.3: Plots of RMSD [HU] versus iteration for OS methods using 1 and 12 subsets with
and without momentum techniques such as FGM and OGM. Each iteration of OS methods
with 12 subsets performs 12 sub-iterations.
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CHAPTER VII

Axial block coordinate descent in 3D cone-beam X-ray
CT

This section develops an iterative algorithm in a different viewpoint compared to previous
chapters. Here, we design an optimization algorithm that is specifically designed for 3D
cone-beam X-ray CT geometry. We briefly review the 3D cone-beam geometry and the
corresponding system matrix, particularly separable footprint (SF) projector [70]. Then, we
propose an axial block coordinate descent (ABCD) [42] that is one instance of a general
block coordinate descent (BCD) methods [49,54]. Carefully chosen axial block based on the
geometry and the projector leads to both fast convergence rate and efficient implementation.

The basic idea of this chapter has been published as a conference paper [42].

7.1 3D cone-beam X-ray CT geometry and system matrix

We provide a background of 3D cone-beam X-ray CT and discuss the advantages of using
an axial block for block coordinate descent (BCD) algorithm in 3D X-ray CT.

7.1.1 3D cone-beam X-ray CT geometry

We generalize Section 2.1 to a 3D cone-beam X-ray CT geometry. Each ray in 3D cone-
beam X-ray CT geometry can be characterized by (3, s,t), where (s,t) indicates the 2D
coordinate of a detector, and [ denotes the angle between the source and y axis. Both
source-to-isocenter distance D,o and isocenter-to-detector distance Dy, that characterize the
geometry remain fixed in standard CT (see Fig. 7.1).

An axial cone-beam flat-detector CT geometry is illustrated in Fig. 7.1, where the source
and the detector rotates with respect to the z-axis to acquire data. Helical geometry is
used to scan many slices along z-axis than axial geometry, where the object moves in z

direction while the source and detector rotates. The corresponding source trajectory of
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Figure 7.1: Axial cone-beam flat-detector CT geometry [70]

helical geometry follows a helical line as described in Fig. 3.1, in contrast to a circle trajectory

in axial geometry (see Fig. 7.1).

Source

Detector

Footprints

Figure 7.2: Axial footprint overlap.

A voxel has 2D footprint for each projection view (/) in 3D cone-beam geometry. Typi-
cally, the axial (t) footprints of at most three voxels which are adjacent along z-axis overlap
on any given detector cell for standard 3D CT geometry, as shown in Fig. 7.2. This means

that the coupling among voxels within an axial (z) column are relatively small than that
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within a (highly-coupled) transaxial (z—y) plane. This point is importantly considered in
ABCD algorithm to choose an axial block for a block coordinate descent.

We further discuss the implementation of system matrix in 3D X-ray CT. We particularly
focus on SF projector [70] that works well with the proposed ABCD algorithm.

7.1.2 System matrix in 3D X-ray CT geometry

A system matrix in (2.4) can be rewritten with geometry-based parameters as below:

g(ﬁ,S,t): Z CL(@,S,Z‘:,;T’m,ry,Tz>ZE(T$,Ty,Tz), (71)

TzTy,T'z

where a(f,s,t;7,,1y,7.) represents the footprint of the voxel located at (r,,r,,7.). Accu-
rately computing the footprint is impractical, and both a separable footprint (SF) projec-
tor [70] and a distance-driven (DD) projector [21] approximate the footprint to be separable
for computational efficiency. Here, we focus on SF projector.

By simplifying the derivation of SF projector [70], we can approximate the footprint as

below (magnification factor has been omitted):

CL(ﬁ, Sat;rmaryvrz) ~ d(ﬂ,S,t;Tx,Ty,Tz) é fl(ﬂa S;Tzary)fQ(ﬁat; Tx77nyarz)v (72>

where each fi(8, s;75,1,) and fo(B,t; 74,7y, 7.) denote axial (¢) and transaxial (s) footprint.
The separability leads to very efficient implementation. For a given projection view [, a

forward projection can be efficiently executed as:

g<6757t) ~ g(B,s,t) = Z f1(5,8;7“$,7‘y) Zf2(,87t;7"33,7"y,7’z)$(7"$7Ty,rz). (7'3)

Tz, y Ty

Similarly, back projection can be computed efficiently as:

2(ra,ry,m2) = Y als,t, Bira,ry,72)g(s, 1, B) (7.4)
s,t,8

~ ZZfQ(ﬂ?t;rmryarz) Zfl(ﬁ?s;xay)g(ﬁa&t)' (75)
B t s

These derivations indicate that a system matrix based on the separability of footprint can
be efficiently implemented when the computation are executed along the axial z-axis and
s-axis. So, an algorithm that updates voxels within an axial (z) column simultaneously can
be implemented efficiently for a system matrix like SF projector.

Based on the discussions of the geometry and system matrix in 3D X-ray CT, we pro-
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pose an axial block coordinate descent (ABCD) algorithm updating voxels within an axial
column simultaneously, which is expected to achieve both fast convergence and efficient

implementation.

7.2 Axial block coordinate descent (ABCD)

Considering both the modern computing architectures and the convergence rate of ICD
and PCG/OS (as discussed in Section 2.3.1), a compromise between updating only one
voxel at a time and updating all voxels simultaneously seems to be preferable, such as a
block coordinate descent (BCD) algorithms. These algorithms have been used in statistical
estimation in [49,54], and have also been applied to statistical image reconstruction [12,40,
41,97]. However, the previous works of BCD for 2D tomographic image reconstruction did
not have dramatic acceleration due to the high-coupling within a transaxial (z—y) plane.

A group of voxels based on checker-board patterns in Fig. 7.3(a) with optimization trans-
fer method was used in a group coordinate descent (GCD) [41]. A checker-board pattern
was chosen for each voxels to be far from each other, which reduced the coupling-related
curvature for optimization transfer. But the coupling remained high due to high-coupling
within transaxial (z—y) plane, and thus the algorithm did not have a dramatic accelera-
tion. In other hand, a block-iterative coordinate descent (B-ICD) [12] selected a rectangular
block of voxels in Fig. 7.3(b) without using separable surrogate approach, thereby avoiding
the high curvatures. But inverting a dense Hessian matrix became a bottleneck. In short,
a group or block of voxels within a transaxial (z —y) slice in previous works for 2D CT
were highly coupled, thus either high curvature for separable surrogate or computationally
expensive computation for dense Hessian matrix prevented the dramatic acceleration.

We can extend these ideas straightfowardly to 3D CT geometry of our interest, but those
are not promising for the same reason. Instead, we suggest to choose axial column blocks
in Fig. 7.3(c) for 3D axial and helical axial cone-beam X-ray CT image reconstruction. This
choice have two advantages based on Section 7.1. First, the Hessian of an axial column
block is banded (as discussed in Section 7.1.1), typically penta-diagonal for standard 3D
cone-beam geometry. This leads to inexpensive computation for inverting the banded Hes-
sian [47, Chapter 5], or provides a small coupling-related curvature for optimization transfer
leading to fast convergence rate. Second, the proposed ABCD algorithm can be implemented
efficiently by designing it hand-in-hand with the separable footprint (SF) projector [70] (as
discussed in Section 7.1.2). Preliminary simulation results show that the ABCD algorithms
are comparable to ICD considering the convergence rate. Both ICD and ABCD algorithms

converge faster than the optimization transfer method-based SQS algorithm.
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Figure 7.3: Coupling between (colored) voxels within a group in (a) GCD [41] (b) B-ICD [12]
and (c) ABCD algorithms. Middle gray denotes the voxels that are coupled with a reference
(black) voxel. The ratio of mid-gray voxels within a group illustrates the amount coupling
within a group. GCD and B-ICD have dense Hessian matrix, while Hessian matrix in ABCD
is banded. (Hessian matrix in GCD is small-eigenvalued compared with that in B-ICD.)

7.2.1 ABCD algorithm

We first review a general block coordinate descent (BCD) method [49, 54]. The vox-
els of image = (v,,,...,7,,) are (disjointly) partitioned into K sets. The BCD algo-
rithm updates each block x, sequentially using the most recent estimates of other blocks

<x,()n+1), .. ,Jc,()n“), T, ,xlgn) . ,x,@) (where n counts the number of iterations), by mini-
1 k—1 k k41 K
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mizing the cost function W(x) with respect to x;, :

:cézﬂ) = arg min \Illg:) ()
n n+1 n+1 n n
() 20 (ol el ) (7.6)

which reduces to ICD when each block consists of a single voxel.
Since the function \Ifl():) (z;,) cannot be minimized in one step, we use an optimization
transfer method in Section 2.3.2 with a surrogate function ¢,()Z) (zy, ) for \Ifl():) (2, ), which leads

to following update step:

:l:,()ZH) = arg min (bé:) (2, )- (7.7)

xbk

The convergence rate of an optimization transfer method depends on the coupling-related
curvature of the surrogate function. (We define the coupling between two voxels as the inner
product of two voxels’ footprint on the same detector element, and also mathematically
as vazdl a;ja;i for j # j'.) Reducing the coupling-related curvature is likely to speed up
the convergence rate, and our choice axial block column provides the reduced coupling as
discussed in Section 7.1.

We first use a quadratic surrogate approach that leads to a non-diagonal but banded
Hessian matrix H, é:)

call this algorithm as ABCD-BAND that generates a sequence {x(”)} by

, usually a penta-diagonal for a standard multi-slice CT geometry. We

n+1 n n -1 n n
a:,()kJr ) — xl()k) — [ngk)} V\I/,()k) (xl()k)) , (7.8)

where the matrix H, lg:) can be inverted in O(n) operations [47, Chapter 5] that is much faster
than O(n?) for a dense Hessian in B-ICD algorithm [12].

We also investigated two other methods for updating the kth block in one step, use the
optimization transfer methods based on QSQS in Section 4.3.2 and SQS in Section 4.1. Since
a banded Hessian H, é:) has most of its energy in the three main diagonal elements, the QSQS
approach that provides a tridiagonal Hessian matrix is a reasonable choice of surrogates that
may reduce the computation. This is because inverting a tridiagonal Hessian Tb(:) require
O(n) operations with relatively small constant compared to inverting Hé:). We refer this
method as ABCD-QSQS that leads to:

n+1 n n -1 n n
ai ) =l — T v (). (7.9)
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Similarly, we used SQS method in (7.7), which may slow down the convergence rate

slightly compared to two previous choices (7.8) and (7.9), since the coupling of an axial

group of pixels is relatively small, and the corresponding diagonal Hessian Dé:) simplifies
the update. This algorithm is named as ABCD-SQS which is similar to (4.57):
n+1 n n -1 n n
ayt =l — D] e («f) (7.10)

Note that the Hessian matrix D,():) is small-eigenvalued, while the surrogates in GCD [41]
have high curvatures.

So far we only considered the data fit term L(z). The typical edge-preserving regularizers
used for 3D CT [103] use the immediate neighboring voxels. In such regularizers, voxels in an
axial column are coupled to those immediately above and immediately below, and thus the
Hessian matrix for the regularizer within an axial column block is always tridiagonal. This
is another benefit of using an axial column block, which only requires quadratic surrogate
approach to maintain the nature of ABCD-BAND and ABCD-QSQS, while ABCD-SQS
requires additional separable surrogate for the regularizer.

The difference among three ABCD algorithms (7.8), (7.9), and (7.10) is the use of different
surrogate approaches and corresponding Hessian matrix that characterizes the convergence
behavior and computational efficiency of three ABCD methods. Three different Hessian

matrices satisfy
" < 7" < D, (7.11)

which means that the banded Hessian matrix is small eigen-valued that leads to fast conver-
gence rate, while inverting the banded matrix is relatively expensive than other two choices.

So, we should study the trade-off among three choices.

7.2.2 Prelimary simulation results

We implemented the three ABCD algorithms in Matlab for PWLS cost function, and
also ICD (K = N,) and SQS (K = 1) methods for comparison. The simulated 3D image
was limited to a small size, 64 x 64 x 16, because Matlab is a slow interpreted language. This
simulation mainly focused on the convergence rate per iteration. We left the comparison of
run time per iteration as future work, but we expect the run time per iteration will obey the

following inequalities:

ICD > ABCD-BAND > ABCD-QSQS > ABCD-SQS > SQS. (7.12)
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On the other hand, the convergence rate will also approximately follow (7.12), although
ABCD-BAND might converge in fewer iterations than ICD.

PHANTOM FDK ICD

ABCD-SQS

0.1 =
6

0.05 |

0

Figure 7.4: Phantom, FDK reconstructed image and reconstructed images by five different
algorithms after 15 iterations
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Figure 7.5: Cost function W(z(™) versus iteration n for five algorithms

Fig. 7.4 shows one slice of the 3D phantom image, and of the reconstructed 3D image
by FDK [34,37] and by the five iterative algorithms listed in (7.12) after 15 iterations with
FDK reconstructed image as the initial guess. ICD and ABCD algorithms reached nearly
the same image after 15 iterations whereas the SQS reconstructed image is still close to
FDK reconstructed image. However, ABCD-BAND might converge faster than ICD since
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both only use quadratic surrogate approach and ABCD-BAND updates a group of pixel
simultaneously. Fig. 7.5 illustrates the cost function W(z(™) value [dB] as a function of
iterations for the five algorithms. The convergence rate of SQS is slow compared with other
algorithms, as expected. We conclude that the convergence rate of the four algorithms
(except SQS) are similar in this simulation. We further need to plot NRMS difference value
[dB] between the current image and the converged image, versus iterations, to compare the

convergence rate of five algorithms more accurately.

7.3 Conclusion and Discussion

We have found that the knowledge of 3D cone-beam geometry and its projector can help
developing efficent optimization algorithms for 3D X-ray CT. Based on 3D CT geometry,
we have chosen an axial block for BCD algorithms that enabled both fast convergence rate
and efficient computation. However, we further need to optimize the implementation of
the proposed ABCD algorithm, and we leave them as a future work. We also would like
to accelerate the convergence rate of ABCD algorithm using the non-homogeneous (NH)
approach in coordinate descent (CD) algorithm [109], which the preliminary results are

shown in our conference paper [57].
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CHAPTER VIII

Conclusion and Future work

This dissertation presented various optimization algorithms for accelerated statistical
3D X-ray CT reconstruction, mainly focused on extending the state-of-the-art ordered sub-
sets based on separable quadratic surrogates (OS-SQS) methods. Chapter III modified OS
methods so that they can be stable in 3D helical cone-beam CT geometry, and suggested
a sub-iteration averaging approach in OS methods for acceleration. Chapter IV proposed
three novel optimization transfer approaches, and particularly, spatially nonuniform SQS
(NU-SQS) encouraged larger step for the voxels that need more updates, leading to more
than two-fold acceleration compared to the standard SQS in both simulated and real patient
3D CT scans. Chapter V applied momentum approach to ordered subsets (OS-momentum),
providing very fast (initial) convergence rates with minimal computational overhead in our
experiments with 3D CT scans. However, this OS-momentum method sometimes suffered
from instability, and thus Section 5.2 introduced a relaxed scheme that prevented the algo-
rithm from accumulating errors from the OS gradient approximation while preserving the
fast convergence rate. Various relaxation schemes were examined with simulations and real
patient CT data. Initial version of OS-momentum used well-known Nesterov’s momentum
methods. To further accelerate OS-momentum algorithms, Chapter VI proposed optimized
gradient methods (OGM) that are twice as fast yet have remarkably simple implementa-
tions comparable to Nesterov’s methods. The OS version of this OGM methods were found
to decrease the cost function twice faster than the initial OS-momentum algorithms for a
simulated CT scan. In addition to OS-type algorithms, Chapter VII suggested axial block
coordinate descent (ABCD) algorithms that are specifically designed for 3D cone-beam CT
geometry. The ABCD updates voxels within an axial block simultaneously and this lead to

both fast convergence rate and efficient computation in 3D cone-beam CT geometry.
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8.1 Future work

Among many iterative algorithms developed in this dissertation, the convergence of OS-
momentum methods in Chapters V and VI was particularly fast compared to others, and
we would like to further accelerate their convergence rates while improving the stability.

Continuing the development of new momentum methods that are both efficient and faster
than the proposed OGM methods in Chapter VI is a natural pursuit. Considering the OS
version of momentum methods, extending DT’s [31] performance estimation problem (PEP)
approach and our OGM methods to either stochastic or incremental gradient methods would
be very interesting. In other words, investigating ways to extend our OGM methods (and
DT’s work [31]) to broader classes of functions, such as nonsmooth functions or strongly
convex functions constrained optimization problems, or different choice of algorithms, such
as stochastic or incremental gradient methods would be very important work.

The direct combination of OS and momentum can be unstable sometimes due to accu-
mulated error, particularly for large numbers of subsets, as discussed in Chapter V. We
investigated the diminishing step size rule in Section 5.2 to stabilize the algorithm while
preserving the fast convergence rate. The results in Section 5.3 looked promising but the
parameter tuning for the diminishing rule was found not simple, and we would like to further
develop a stabilizing approach for OS-momentum algorithm with minimal additional tuning

parameters.
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APPENDIX A

Proof of Lemma 2

The proposed choice 5\1(;) = q; -ug-n)

ij
2
choice that minimizes Z;V:”I (uﬁ")> df’(n) among all possible df’(") in (4.14), i.e.,

Np Nq 2 N,

- 2 a’. d
)| _ . (n) g(n) g (n)
{/\ij } = arg(n)nn g (uj ) E G NG P I
A = i= ij =
=t aiﬁio ! aliﬁio

subject to the positivity constraint on )\Z(;L) if a;; # 0.

Proof. By the Schwarz inequality (s, t)? < ||s||?||t||?, we have

2
Z m N
n n iJ n
> i <> (“a ) o) pIRViE
=1 —1 Aij 1=
aij;léo aij;éo a1 70
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in (4.23) and its corresponding JJL’(”) in (4.24) are a



(n) N, (n)
ij . (n) 21:101 )‘Ll
where s; SR and ¢; = a;u; R Then,
= (N L) ) | = (2 R )
n (n o(n n ij n
Z (u] ) d; _Zci Z (uj ) A\ Z Ai
j=1 =1 j=1 i =1
a;;70 a; 170
2
Ny Np NP Ng NP
2350 [ S e | =3[ 3 et 3wt
i=1 j=1 j=1 \ i=1 =1
aij70 aij70 ay#0
2o [ LA . x| X ()
n o(n n 7L,(n
S 3 e S| - 35
j=1 U " =1 =1 j=1
a;;#0 a;;#0

122



APPENDIX B

Proof of Lemma 4

We extend the proof of [29, Theorem 7] for diagonally preconditioned stochastic OS-SQS-

type algorithms for the proof of Lemma 4. We first use the following lemma:

Lemma 9. For k > 0, the sequence {x(%)} generated by Table 5.3 satisfies

k

Ztl\ll(x(%)) —e® < min d® ()

—o v>=0
k — 22

v—z

W (y) < Zthf@H—H : e +e®(v),

1=0
where
k) () & - ) (L) v = 22
QM) 237t | M (00) + MV, (z0)) (0 =200 | + T
1=0

that satisfies ) = arg min,, d*) (v),

i) — V() H

1

ek ézk:i:t
=

P ro— D]

kE 1-1

+§k:tl( ) Mg, (260)) + 303 1 (VUEE) = MU (10)) (260 — af

= =1 =0

and

e (v) & itl {qusl(z%)) — W) + (MU (210) = TU(:0)) (0 - 20) }

=0

123



Proof. Simply generalize the proof of [29, Lemma 2| using the proof of [83, Lemma 1|. [

Using Lemma 9 with the fact min,.q ®® (v) < ®®) (%) leads to the following:

) _ (2
x Xz
>t <‘1’($(%)) — ‘P(iﬁ)) < w +e® + &0 (g).

Finally, the expectation on the above equation provides Lemma 4, as in [29, Theorem 7).
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APPENDIX C

Choice of coefficients ¢,

Lemma 10. For any given {%('k)} satisfying its constraint in line 5 of Table 5.3, the {ty}
generated by tg =1

1
lg1 = Sy (1 + \/1 + 425%04(’“)04(’”1)) ,

where o/Ft1) & max; <7§k+1)/7§k)> and o0 = 1, tightly satisfies the following conditions:

k+1
to € (0, 1] and a™VE3, | <> "4,k > 0,
=0

which are equivalent to the conditions in line 6 of Table 5.5.

Proof. Let ty have the largest possible value 1.
For k =0,

oV =ty +t, =12+

1
ty = 2@ (1 + \/1 + 415304(0)04(1)) : (C.1)

For k > 0, we get
k41

B = "t =aWE 4
=0
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1
teg1 = o) (1 + \/1 + 415%04(’“)04(’““)) : (C.2)

]

This rule for ¢ (C.2) reduces to those used in Tables 5.1 and 5.2 when 7](k+1) = 7](.k) for

all £ > 0 and j.

126



APPENDIX D

Proof of Lemma 6

We prove that the choice (7, A, #,~) in (6.30), (6.31), (6.32) and (6.33) satisfies the
feasible conditions (6.35) of (RD1).

Using the definition of Q(r, X, ) in (6.28), and considering the first two conditions
of (6.35), we get

. ] 1
/\i+1 = Qi,i(ra )‘7 T) = 2q12<r7 A’ T) = 272 T’L?
N

1 2 L
2(17)\1\])2)\1, 1=0

s (i — AP, i=1 N — 1,
where the last equality comes from (A, 7) € A, and this reduces to the following recursion:

A =2(1 - n)%

| (D.1)
()\i_)\z?l)Q_)\l)\i:O- Z:2,"',N.

We use induction to prove that the solution of (D.1) is

012—1>‘1a P=2,-- 7N7

which is equivalent to A (6.31). It is obvious that Ay = fpAy, and for i = 2 in (D.1), we get

3\ ++/922 —4X2 3445 )
)\2: 2 - 2 )\1:01>\1.
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Then, assuming \; = 6? |\, fori =1,--- ,n and n < N — 1, and using the second equality

in (D.1) for i =n + 1, we get

\ M+20 + /(O F20,)2 =402 1+202  + /14402, \
n+l — = 1
2

2
14 +/1+ 46?
= (92_1 + i 2+ nl) A= 020,

where the last equality uses (6.5). Then we use the first equality in (D.1) to find the value

of A\; as

A=2(1— 6% )2

1 1
‘9}4\/—1/\§ - 2(912\/—1 + Z)Al + 9= 0
O+ 4= By + 37— 04, 1
N—-1 N-1

B +i+t V= +

8

2 7 p2
(1 + /1 89]2\[_1) On
with 0 in (6.34).

Until now, we derived X (6.31) using some conditions of (6.35). Consequently, using the

last two conditions in (6.35) with (6.5) and (6.36), we can easily derive the following:

M= i =0,
r= A= T ol o N
1—XN—1—29§§V*1 A, i=N,
VZT?V:OLQ,
N

which are equivalent to ¥ (6.32) and 4§ (6.33).
Next, we derive # for given A (6.31) and 7 (6.32). Inserting # (6.32) to the first two
conditions of (6.35), we get

(D.2)
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for i,k =0,--- N — 1, and considering (6.26) and (D.2), we get

¢

20,0y, : _
03, 7 Z>k_07"'7N_17

0. .
L 8 j—0,--,N—1, k=N,
Sin(P A F) = o (D.3)
e i=N,k=0,--,N-1,
N
: i=N, k=N.
\
Finally, using the two equivalent forms (6.23) and (D.3) of S(#, X, #), we get
%fi,k:2zi20ka 7::27"'7N_17k207"'7i_27
N
104 20,0, ~
¥ - =(7; N)==%% i=1,--- N—1 k=1—1,
Si,k(f'a)‘ai-) 2< * ) 9?\[ (D4)
Sk = o5, i=N, k=0, ,i—2,
5Pk — M) =gk di=1,- N—1,k=i—1,
and this can be easily converted to the choice 7, in (6.30).
For these given (7, A, 7), we can easily notice that
2 3T 1 g
473 Ay s 9 AAT L5 g .
SRAT AT (RO 2 (O[O g oy
1T 12 13 1 1 1
T Rl 70 N 3 2
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APPENDIX E

Proof of Lemma 7

We prove that the choice (#,X,%,7) in (6.30), (6.31), (6.32) and (6.33) is a solution of
problem (RD) using KKT conditions.

We first rewrite problem (RD) into a general form:

1
argmin  min {éLR27 : Fo(r, A 7,7) =0, Fy(A\, 1) >0, Fh(A\, 7) = O}, (RD2)

reRN(N+1)/2  AERV,

TeRN+L
yER
where
( S 1
FO('r AT fy) = S(’I", }\’T) 27 c RIN+2)x(N+2)
b b ) 1 T 1 b
2T 27

Fi\T)= 1, AN, 70, -, 7w)T € RAVHL

F(AN1)= (o — A, A\ — A+ 71, ,AN-1 — AN+ Tn-1, AN + Ty — 1)T € RN+

\

The Lagrangian of problem (RD2) is

v

1
E(T, )\7 T,7, Z7 n, l’l’) = §LR27 - tr{Fo(T', )\7 T7’7>Z} _"ITF1<)‘7 T) - I'LTF2(A7T)7 (El)

and the KKT conditions of (RD2) are

)
Fy(r,A,7,7) =0, Fy(A,7) 20, Fh(A, 1) =0,

v

VT,)\,T,’YE(T’ >‘7 7,7, 27 n, IJ/> = O’
Z >0, 1n>0,

\tr{FO(ra >‘7 T?V)Z} = O’ nTFl(A’T) - 0’

(E.2)
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where Z is a (N +2) x (N +2) symmetric matrix, n € R**! and p € R¥*™. Since $ LR%y is
linear, a pair (7, A, T, ) satisfying the KKT conditions (E.2) with a pair (Z,n, u) becomes
an optimal solution of (RD2).

Hereafter, we show that a pair (Z,n, u) satisfying the KKT conditions (E.2) for a given
feasible (7, X, 7, 4) in Lemma 7 exists. The choice (7, A7, 4) is feasible, so the first condition
of (E.2) is satisfied. We can easily get 7 = 0 from the last two conditions of (E.2), since
F1(5\, 7) > 0. In addition, for symmetric matrices Fy(7, S\,f',ﬁl) = 0 and Z = 0, we
can replace the condition tr{Fo(f,j\,'f',&)Z} = 0 by Fo(f,;\,%,&)Z = 0. The stationary

v

condition V, x 7 ,L(r, X\, 7,7, Z,n, 1) =0 of (E.2) can be rewritten as

/

83,k22_%(zi,k+Zk,i):O, i=1,---,N, k=0,---,1—1,
oL =—3(Zicvio1 = Zicvy = Zigos + Zig) — (i — 1) =0, i=1,-- N,
ézzﬁv - _%(Zi,i + ZinNt1+ ZN+1,¢) —u; =0, 2=0,---,N,

[ #L = 3LE = 3 Zn s =0,

where we omit the arguments (7, X\, 7,7, Z,n, pn) in ﬁ(r, A, 7,7, Z,n, p) for notational sim-
plicity.
Then the KKT conditions (E.2) for given (%, X\, 7, ¥) reduces to

;

Zi,k:07 7::17"'7N7k207"'7i_17
Zivi1+Zig = =2 — pi—1), t1=1,---,N
Zii + 24N, = 21, 1=0,---,N

(E.3)
ZN+1,N+1 = LR?,

FO(""\"X?%":)\/)Z = 07
Z = 0,

and a careful reformulation of the condition Fy(7, 5\, 7,9)Z = 0 leads to

ZN+1773 = _291Zz,7,a =0, N — 1,
ZNyin = —ONZN N, (E.4)
Zﬁ\;al 20,ZN4+1i + ONZniaN + LR? =0.

Inserting (E.4) into (E.3) with additional derivation, the conditions (E.3) can be reformulated
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as

N-—1
Z t 07 Z 20iZN+1,i + QNZN-i-l,N + LR2 = 07
=0
297,’2—01.7122-_171-_17 /L = 17 .« 7]\/v —_ 17 k: — /L.,
29%—:_121‘71,171, 1=N, k=1,
—20,Z; ;, i=N+1,k=0,---,i—2,
Zig =
LR27 i=N+1, k=1,
L0 i=1,---,N, k=0,---,i—1,
491'2*1Zl.72-’ 7,-:0’... ’N_l’
Wi =

20,—1 -
TZN,Ny 1= N.

From the above equalities, we can write all variables with respect to Zy as

(1 R? (Zglwgnﬁw%my L i=0, k=1,
ki 20,0, i=1,---,N—1, k=1,
Zip = 2K Zo 0, i=N, k=i,
—20,K120 0, i=N+1k=0,--,i—1,
LR, i=N+1, k=i,
L0, i=1,- N, k=0,---,i—1,
i = 405_1KZZ0,0, 1=0,---,N—1,

P20, 41
where r; = [];_, 1292 .

We conclude by showing that the matrix Z is positive semidefinite:

N—-1
Z = ( Z /{Z(ﬁl - 2921],]\[4,_1)(’112 - 20iﬁN+1)T
=0

+ 25N (ay — OnTnir) (TN — HN’fLN+1)T> Zoo = 0,

for @; = ey, 5,4, € RV*?. This finally verifies the existence of (Z,n, u) that satisfies the

132



KKT conditions (E.2) for a given (7, X, #,4).
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