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Chapter 1

Introduction

1.1 Background

This book is intended as a text for a graduate course that focuses on ap-
plications of linear algebra and on the algorithms used to solve the prob-
lems that arise in those applications. Those of us old enough to have first
studied linear algebra in the 1960’s remember a course devoted largely to
proofs, devoid of applications and computation, and full of seemingly end-
less discussion of the representation of linear transformations with respect
to various bases. With the growth of computer power came the digitization
of many problems formally analyzed in terms of functions of continuous
variables. Partial differential operators became matrices, pictures became
matrices, and the need for fast algorithms to solve large systems of linear
equations turned linear algebra into a branch of applied and computational
mathematics. Old but forgotten topics in linear algebra, such as singular-
value decomposition, were resurrected, and new algorithms, such as the
simplex method and the fast Fourier transform (FFT), revolutionized the
field. As algorithms came increasingly to be applied to real-world data, in
real-world situations, the stability of these algorithms in the presence of
noise became important. New algorithms emerged to answer the special
needs of particular applications, and methods developed in other areas,
such as likelihood maximization for statistical parameter estimation, found
new application in reconstruction of medical and synthetic-aperture-radar
(SAR) images.

1.2 New Uses for Old Methods

The traditional topics of linear algebra, the geometry of Euclidean spaces,
solving systems of linear equations and finding eigenvectors and eigenval-
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ues, have not lost their importance, but now have a greater variety of
roles to play. Orthogonal projections onto hyperplanes and convex sets
form the building blocks for algorithms to design protocols for intensity-
modulated radiation therapy. The unitary matrices that arise in discrete
Fourier transformation are inverted quickly using the FFT, making essen-
tially real-time magnetic-resonance imaging possible. In high-resolution
radar and sonar, eigenvalues of certain matrices can tell us how many ob-
jects of interest are out there, while their eigenvectors can tell us where
they are. Maximum-likelihood estimation of mixing probabilities lead to
systems of linear equations to be solved to provide sub-pixel resolution of
SAR images.

1.3 Overview of this Course

We shall focus here on applications that require the solution of systems
of linear equations, often subject to constraints on the variables. These
systems are typically large and sparse, that is, the entries of the matrices
are predominantly zero. Transmission and emission tomography provide
good examples of such applications. Fourier-based methods, such as filtered
back-projection and the Fast Fourier Transform (FFT), are the standard
tools for these applications, but statistical methods involving likelihood
maximization are also employed. Because of the size of these problems and
the nature of the constraints, iterative algorithms are essential.

Because the measured data is typically insufficient to specify a single
unique solution, optimization methods, such as least-squares, likelihood
maximization, and entropy maximization, are often part of the solution
process. In the companion text ”A First Course in Optimization”, we
present the fundamentals of optimization theory, and discuss problems of
optimization, in which optimizing a function of one or several variables is
the primary goal. Here, in contrast, our focus is on problems of inference,
optimization is not our primary concern, and optimization is introduced to
overcome the non-uniqueness of possible solutions.

1.4 Solving Systems of Linear Equations

Many of the problems we shall consider involve solving, as least approxi-
mately, systems of linear equations. When an exact solution is sought and
the number of equations and the number of unknowns are small, meth-
ods such as Gauss elimination can be used. It is common, in applications
such as medical imaging, to encounter problems involving hundreds or even
thousands of equations and unknowns. It is also common to prefer inexact
solutions to exact ones, when the equations involve noisy, measured data.
Even when the number of equations and unknowns is large, there may not
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be enough data to specify a unique solution, and we need to incorporate
prior knowledge about the desired answer. Such is the case with medi-
cal tomographic imaging, in which the images are artificially discretized
approximations of parts of the interior of the body.

1.5 Imposing Constraints

The iterative algorithms we shall investigate begin with an initial guess
20 of the solution, and then generate a sequence {z*}, converging, in the
best cases, to our solution. Suppose we wish to minimize f(z) over all x
in R’ having non-negative entries. An iterative algorithm is said to be an
interior-point method if each vector z* has non-negative entries.

1.6 Operators

Most of the iterative algorithms we shall study involve an operator, that
is, a function 7' : R’ — R’. The algorithms begin with an initial guess,
2%, and then proceed from z* to 2*+! = T2*. Ideally, the sequence {z*}
converges to the solution to our optimization problem. In gradient descent
methods with fixed step-length «, for example, the operator is

Tx =z — aVf(z).

In problems with non-negativity constraints our solution z is required to
have non-negative entries x;. In such problems, the clipping operator T,
with (T'z); = max{x;,0}, plays an important role.

A subset C of R’ is conver if, for any two points in C, the line segment
connecting them is also within C. As we shall see, for any = outside C,
there is a point ¢ within C' that is closest to x; this point ¢ is called the
orthogonal projection of x onto C, and we write ¢ = Pox. Operators of the
type T' = P¢ play important roles in iterative algorithms. The clipping
operator defined previously is of this type, for C' the non-negative orthant
of R7, that is, the set

Rl ={zeRz;>0,j=1,..,J}

1.7 Acceleration

For problems involving many variables, it is important to use algorithms
that provide an acceptable approximation of the solution in a reasonable
amount of time. For medical tomography image reconstruction in a clinical
setting, the algorithm must reconstruct a useful image from scanning data
in the time it takes for the next patient to be scanned, which is roughly
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fifteen minutes. Some of the algorithms we shall encounter work fine on
small problems, but require far too much time when the problem is large.
Figuring out ways to speed up convergence is an important part of iterative
optimization. One approach we shall investigate in some detail is the use
of partial gradient methods.



Chapter 2

An Overview of
Applications

The theory of linear algebra, applications of that theory, and the associ-
ated computations are the three threads that weave their way through this
course. In this chapter we present an overview of the applications we shall
study in more detail later.

2.1 Transmission Tomography

Although transmission tomography (TT) is commonly associated with med-
ical diagnosis, it has scientific uses, such as determining the sound-speed
profile in the ocean, industrial uses, such as searching for faults in girders,
and security uses, such as the scanning of cargo containers for nuclear ma-
terial. Previously, when people spoke of a “CAT scan” they usually meant
x-ray transmission tomography, although the term is now used by lay peo-
ple to describe any of the several scanning modalities in medicine, including
single-photon emission computed tomography (SPECT), positron emission
tomography (PET), ultrasound, and magnetic resonance imaging (MRI).

2.1.1 Brief Description

Computer-assisted tomography (CAT) scans have revolutionized medical
practice. One example of CAT is transmission tomography. The goal here
is to image the spatial distribution of various matter within the body, by
estimating the distribution of radiation attenuation. At least in theory, the
data are line integrals of the function of interest.

In transmission tomography, radiation, usually x-ray, is transmitted
through the object being scanned. The object of interest need not be a
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living human being; King Tut has received a CAT-scan and industrial uses
of transmission scanning are common. Recent work [212] has shown the
practicality of using cosmic rays to scan cargo for hidden nuclear material;
tomographic reconstruction of the scattering ability of the contents can
reveal the presence of shielding.

In the simplest formulation of transmission tomography, the beams are
assumed to travel along straight lines through the object, the initial inten-
sity of the beams is known and the intensity of the beams, as they exit the
object, is measured for each line. The goal is to estimate and image the
x-ray attenuation function, which correlates closely with the spatial distri-
bution of attenuating material within the object. Unexpected absence of
attenuation can indicate a broken bone, for example.

As the x-ray beam travels along its line through the body, it is weak-
ened by the attenuating material it encounters. The reduced intensity of
the exiting beam provides a measure of how much attenuation the x-ray
encountered as it traveled along the line, but gives no indication of where
along that line it encountered the attenuation; in theory, what we have
learned is the integral of the attenuation function along the line. It is only
by repeating the process with other beams along other lines that we can
begin to localize the attenuation and reconstruct an image of this non-
negative attenuation function. In some approaches, the lines are all in the
same plane and a reconstruction of a single slice through the object is the
goal; in other cases, a fully three-dimensional scanning occurs. The word
“tomography” itself comes from the Greek “tomos” , meaning part or slice;
the word “atom”was coined to describe something supposed to be “without
parts”.

2.1.2 The Theoretical Problem

In theory, we will have the integral of the attenuation function along every
line through the object. The Radon Transform is the operator that assigns
to each attenuation function its integrals over every line. The mathemat-
ical problem is then to invert the Radon Transform, that is, to recapture
the attenuation function from its line integrals. Is it always possible to
determine the attenuation function from its line integrals? Yes. One way
to show this is to use the Fourier transform to prove what is called the
Central Slice Theorem. The reconstruction is then inversion of the Fourier
transform; various methods for such inversion rely on frequency-domain
filtering and back-projection.

2.1.3 The Practical Problem

Practise, of course, is never quite the same as theory. The problem, as
we have described it, is an over-simplification in several respects, the main
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one being that we never have all the line integrals. Ultimately, we will
construct a discrete image, made up of finitely many pixels. Consequently,
it is reasonable to assume, from the start, that the attenuation function
to be estimated is well approximated by a function that is constant across
small squares (or cubes), called pixels (or voxels), and that the goal is to
determine these finitely many pixel values.

2.1.4 The Discretized Problem

When the problem is discretized in this way, different mathematics begins
to play a role. The line integrals are replaced by finite sums, and the
problem can be viewed as one of solving a large number of linear equations,
subject to side constraints, such as the non-negativity of the pixel values.
The Fourier transform and the Central Slice Theorem are still relevant, but
in discrete form, with the fast Fourier transform (FFT) playing a major
role in discrete filtered back-projection methods. This approach provides
fast reconstruction, but is limited in other ways. Alternatively, we can
turn to iterative algorithms for solving large systems of linear equations,
subject to constraints. This approach allows for greater inclusion of the
physics into the reconstruction, but can be slow; accelerating these iterative
reconstruction algorithms is a major concern, as is controlling sensitivity
to noise in the data.

2.1.5 Mathematical Tools

As we just saw, Fourier transformation in one and two dimensions, and
frequency-domain filtering are important tools that we need to discuss in
some detail. In the discretized formulation of the problem, periodic con-
volution of finite vectors and its implementation using the fast Fourier
transform play major roles. Because actual data is always finite, we con-
sider the issue of under-determined problems that allow for more than one
answer, and the need to include prior information to obtain reasonable
reconstructions. Under-determined problems are often solved using opti-
mization, such as maximizing the entropy or minimizing the norm of the
image, subject to the data as constraints. Constraints are often described
mathematically using the notion of convex sets. Finding an image satisfy-
ing several sets of constraints can often be viewed as finding a vector in the
intersection of convex sets, the so-called conver feasibility problem (CFP).

2.2 Emission Tomography

Unlike transmission tomography, emission tomography (ET) is used only
with living beings, principally humans and small animals. Although this
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modality was initially used to uncover pathologies, it is now used to study
normal functioning, as well. In emission tomography, which includes positron
emission tomography (PET) and single photon emission tomography (SPECT),
the patient inhales, swallows, or is injected with, chemicals to which ra-
dioactive material has been chemically attached [237]. The chemicals are
designed to accumulate in that specific region of the body we wish to im-
age. For example, we may be looking for tumors in the abdomen, weakness
in the heart wall, or evidence of brain activity in a selected region. In some
cases, the chemicals are designed to accumulate more in healthy regions,
and less so, or not at all, in unhealthy ones. The opposite may also be the
case; tumors may exhibit greater avidity for certain chemicals. The patient
is placed on a table surrounded by detectors that count the number of emit-
ted photons. On the basis of where the various counts were obtained, we
wish to determine the concentration of radioactivity at various locations
throughout the region of interest within the patient.

Although PET and SPECT share some applications, their uses are gen-
erally determined by the nature of the chemicals that have been designed
for this purpose, as well as by the half-life of the radionuclides employed.
Those radioactive isotopes used in PET generally have half-lives on the
order of minutes and must be manufactured on site, adding to the expense
of PET. The isotopes used in SPECT have half-lives on the order of many
hours, or even days, so can be manufactured off-site and can also be used
in scanning procedures that extend over some appreciable period of time.

2.2.1 Coincidence-Detection PET

In PET the radionuclide emits individual positrons, which travel, on aver-
age, between 4 mm and 2.5 cm (depending on their kinetic energy) before
encountering an electron. The resulting annihilation releases two gamma-
ray photons that then proceed in essentially opposite directions. Detection
in the PET case means the recording of two photons at nearly the same
time at two different detectors. The locations of these two detectors then
provide the end points of the line segment passing, more or less, through
the site of the original positron emission. Therefore, each possible pair of
detectors determines a line of response (LOR). When a LOR is recorded,
it is assumed that a positron was emitted somewhere along that line. The
PET data consists of a chronological list of LOR that are recorded. Be-
cause the two photons detected at either end of the LOR are not detected
at exactly the same time, the time difference can be used in time-of-flight
PET to further localize the site of the emission to a smaller segment of
perhaps 8 cm in length.
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2.2.2 Single-Photon Emission Tomography

Single-photon computed emission tomography (SPECT) is similar to PET
and has the same objective: to image the distribution of a radionuclide
within the body of the patient. In SPECT the radionuclide emits single
photons, which then travel through the body of the patient and, in some
fraction of the cases, are detected. Detections in SPECT correspond to
individual sensor locations outside the body. The data in SPECT are
the photon counts at each of the finitely many detector locations. Unlike
PET, in SPECT lead collimators are placed in front of the gamma-camera
detectors to eliminate photons arriving at oblique angles. While this helps
us narrow down the possible sources of detected photons, it also reduces
the number of detected photons and thereby decreases the signal-to-noise
ratio.

2.2.3 The Line-Integral Model for PET and SPECT

To solve the reconstruction problem we need a model that relates the count
data to the radionuclide density function. A somewhat unsophisticated,
but computationally attractive, model is taken from transmission tomog-
raphy: to view the count at a particular detector as the line integral of the
radionuclide density function along the line from the detector that is per-
pendicular to the camera face. The count data then provide many such line
integrals and the reconstruction problem becomes the familiar one of esti-
mating a function from noisy measurements of line integrals. Viewing the
data as line integrals allows us to use the Fourier transform in reconstruc-
tion. The resulting filtered back-projection (FBP) algorithm is a commonly
used method for medical imaging in clinical settings.

The line-integral model for PET assumes a fixed set of possible LOR,
with most LOR recording many emissions. Another approach is list-mode
PET, in which detections are recording as they occur by listing the two
end points of the associated LOR. The number of potential LOR is much
higher in list-mode, with most of the possible LOR being recording only
once, or not at all [151, 194, 55].

2.2.4 Problems with the Line-Integral Model

It is not really accurate, however, to view the photon counts at the detectors
as line integrals. Consequently, applying filtered back-projection to the
counts at each detector can lead to distorted reconstructions. There are
at least three degradations that need to be corrected before FBP can be
successfully applied [159]: attenuation, scatter, and spatially dependent
resolution.

In the SPECT case, as in most such inverse problems, there is a trade-off
to be made between careful modeling of the physical situation and compu-
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tational tractability. The FBP method slights the physics in favor of com-
putational simplicity and speed. In recent years, iterative methods, such
as the algebraic reconstruction technique (ART), its multiplicative vari-
ant, MART, the expectation maximization maximum likelihood (MLEM
or EMML) method, and the rescaled block-iterative EMML (RBI-EMML),
that incorporate more of the physics have become competitive.

2.2.5 The Stochastic Model: Discrete Poisson Emit-
ters

In iterative reconstruction we begin by discretizing the problem; that is, we
imagine the region of interest within the patient to consist of finitely many
tiny squares, called pizels for two-dimensional processing or cubes, called
voxels for three-dimensional processing. We imagine that each pixel has its
own level of concentration of radioactivity and these concentration levels
are what we want to determine. Proportional to these concentration levels
are the average rates of emission of photons. To achieve our goal we must
construct a model that relates the measured counts to these concentration
levels at the pixels. The standard way to do this is to adopt the model
of independent Poisson emitters. Any Poisson-distributed random variable
has a mean equal to its variance. The signal-to-noise ratio (SNR) is usually
taken to be the ratio of the mean to the standard deviation, which, in the
Poisson case, is then the square root of the mean. Consequently, the Poisson
SNR increases as the mean value increases, which points to the desirability
(at least, statistically speaking) of higher dosages to the patient.

2.2.6 Reconstruction as Parameter Estimation

The goal is to reconstruct the distribution of radionuclide intensity by es-
timating the pixel concentration levels. The pixel concentration levels can
be viewed as parameters and the data are instances of random variables, so
the problem looks like a fairly standard parameter estimation problem of
the sort studied in beginning statistics. One of the basic tools for statistical
parameter estimation is likelihood maximization, which is playing an in-
creasingly important role in medical imaging. There are several problems,
however.

One problem is that the number of parameters is quite large, as large as
the number of data values, in most cases. Standard statistical parameter
estimation usually deals with the estimation of a handful of parameters.
Another problem is that we do not quite know the relationship between the
pixel concentration levels and the count data. The reason for this is that
the probability that a photon emitted from a given pixel will be detected
at a given detector will vary from one patient to the next, since whether
or not a photon makes it from a given pixel to a given detector depends on
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the geometric relationship between detector and pixel, as well as what is
in the patient’s body between these two locations. If there are ribs or skull
getting in the way, the probability of making it goes down. If there are just
lungs, the probability goes up. These probabilities can change during the
scanning process, when the patient moves. Some motion is unavoidable,
such as breathing and the beating of the heart. Determining good values
of the probabilities in the absence of motion, and correcting for the effects
of motion, are important parts of SPECT image reconstruction.

2.2.7 X-Ray Fluorescence Computed Tomography

X-ray fluorescence computed tomography (XFCT) is a form of emission
tomography that seeks to reconstruct the spatial distribution of elements
of interest within the body [169]. Unlike SPECT and PET, these elements
need not be radioactive. Beams of synchrotron radiation are used to stim-
ulate the emission of fluorescence x-rays from the atoms of the elements of
interest. These fluorescence x-rays can then be detected and the distribu-
tion of the elements estimated and imaged. As with SPECT, attenuation
is a problem; making things worse is the lack of information about the
distribution of attenuators at the various fluorescence energies.

2.3 Magnetic Resonance Imaging

Protons have spin, which, for our purposes here, can be viewed as a charge
distribution in the nucleus revolving around an axis. Associated with the
resulting current is a magnetic dipole moment collinear with the axis of the
spin. In elements with an odd number of protons, such as hydrogen, the
nucleus itself will have a net magnetic moment. The objective in magnetic
resonance imaging (MRI) is to determine the density of such elements in a
volume of interest within the body. The basic idea is to use strong magnetic
fields to force the individual spinning nuclei to emit signals that, while too
weak to be detected alone, are detectable in the aggregate. The signals
are generated by the precession that results when the axes of the magnetic
dipole moments are first aligned and then perturbed.

In much of MRI, it is the distribution of hydrogen in water molecules
that is the object of interest, although the imaging of phosphorus to study
energy transfer in biological processing is also important. There is ongoing
work using tracers containing fluorine, to target specific areas of the body
and avoid background resonance. Because the magnetic properties of blood
change when the blood is oxygenated, increased activity in parts of the
brain can be imaged through functional MRI (fMRI).
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2.3.1 Alignment

In the absence of an external magnetic field, the axes of these magnetic
dipole moments have random orientation, dictated mainly by thermal ef-
fects. When an external magnetic field is introduced, it induces a small
fraction, about one in 10°, of the dipole moments to begin to align their
axes with that of the external magnetic field. Only because the number
of protons per unit of volume is so large do we get a significant number
of moments aligned in this way. A strong external magnetic field, about
20,000 times that of the earth’s, is required to produce enough alignment
to generate a detectable signal.

2.3.2 Precession

When the axes of the aligned magnetic dipole moments are perturbed,
they begin to precess, like a spinning top, around the axis of the external
magnetic field, at the Larmor frequency, which is proportional to the in-
tensity of the external magnetic field. If the magnetic field intensity varies
spatially, then so does the Larmor frequency. Each precessing magnetic
dipole moment generates a signal; taken together, they contain informa-
tion about the density of the element at the various locations within the
body. As we shall see, when the external magnetic field is appropriately
chosen, a Fourier relationship can be established between the information
extracted from the received signal and this density function.

2.3.3 Slice Isolation

When the external magnetic field is the static field, then the Larmor fre-
quency is the same everywhere. If, instead, we impose an external magnetic
field that varies spatially, then the Larmor frequency is also spatially vary-
ing. This external field is now said to include a gradient field.

2.3.4 Tipping

When a magnetic dipole moment is given a component out of its axis of
alignment, it begins to precess around its axis of alignment, with frequency
equal to its Larmor frequency. To create this off-axis component, we apply
a radio-frequency field (rf field) for a short time. The effect of imposing this
rf field is to tip the aligned magnetic dipole moment axes away from the
axis of alignment, initiating precession. The dipoles that have been tipped
ninety degrees out of their axis of alignment generate the strongest signal.
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2.3.5 Imaging

The information we seek about the proton density function is contained
within the received signal. By carefully adding gradient fields to the ex-
ternal field, we can make the Larmor frequency spatially varying, so that
each frequency component of the received signal contains a piece of the
information we seek. The proton density function is then obtained through
Fourier transformations. Fourier-transform estimation and extrapolation
techniques play a major role in this rapidly expanding field [137].

2.3.6 The Line-Integral Approach

By appropriately selecting the gradient field and the radio-frequency field,
it is possible to create a situation in which the received signal comes pri-
marily from dipoles along a given line in a preselected plane. Performing
an FFT of the received signal gives us line integrals of the density function
along lines in that plane. In this way, we obtain the three-dimensional
Radon transform of the desired density function. The Central Slice Theo-
rem for this case tells us that, in theory, we have the Fourier transform of
the density function.

2.3.7 Phase Encoding

In the line-integral approach, the line-integral data is used to obtain values
of the Fourier transform of the density function along lines through the
origin in Fourier space. It would be more convenient for the FFT if we
have Fourier-transform values on the points of a rectangular grid. We can
obtain this by selecting the gradient fields to achieve phase encoding.

2.4 Intensity Modulated Radiation Therapy

A fairly recent addition to the list of applications using linear algebra and
the geometry of Euclidean space is intensity modulated radiation therapy
(IMRT). Although it is not actually an imaging problem, intensity modu-
lated radiation therapy is an emerging field that involves some of the same
mathematical techniques used to solve the medical imaging problems dis-
cusses previously, particularly methods for solving the convex feasibility
problem.

2.4.1 Brief Description

In IMRT beamlets of radiation with different intensities are transmitted
into the body of the patient. Each voxel within the patient will then
absorb a certain dose of radiation from each beamlet. The goal of IMRT



18 CHAPTER 2. AN OVERVIEW OF APPLICATIONS

is to direct a sufficient dosage to those regions requiring the radiation,
those that are designated planned target volumes (PTV), while limiting the
dosage received by the other regions, the so-called organs at risk (OAR).

2.4.2 The Problem and the Constraints

The intensities and dosages are obviously non-negative quantities. In addi-
tion, there are implementation constraints; the available treatment machine
will impose its own requirements, such as a limit on the difference in in-
tensities between adjacent beamlets. In dosage space, there will be a lower
bound on the acceptable dosage delivered to those regions designated as
the PTV, and an upper bound on the acceptable dosage delivered to those
regions designated as the OAR. The problem is to determine the intensities
of the various beamlets to achieve these somewhat conflicting goals.

2.4.3 Convex Feasibility and IMRT

The CQ algorithm [56, 57] is an iterative algorithm for solving the convex
feasibility problem. Because it is particularly simple to implement in many
cases, it has become the focus of recent work in IMRT. In [73] Censor
et al. extend the CQ algorithm to solve what they call the multiple-set
split feasibility problem (MSSFP) . In the sequel [72] it is shown that the
constraints in IMRT can be modeled as inclusion in convex sets and the
extended C(Q algorithm is used to determine dose intensities for IMRT that
satisfy both dose constraints and radiation-source constraints.

2.5 Array Processing

Passive SONAR is used to estimate the number and direction of distant
sources of acoustic energy that have generated sound waves propagat-
ing through the ocean. An array, or arrangement, of sensors, called hy-
drophones, is deployed to measure the incoming waveforms over time and
space. The data collected at the sensors is them processed to provide es-
timates of the waveform parameters being sought. In active SONAR, the
party deploying the array is also the source of the acoustic energy, and
what is sensed are the returning waveforms that have been reflected off of
distant objects. Active SONAR can be used to map the ocean floor, for ex-
ample. Radar is another active array-processing procedure, using reflected
radio waves instead of sound to detect distant objects. Radio astronomy
uses array processing and the radio waves emitted by distant sources to
map the heavens.

To illustrate how array processing operates, consider Figure 2.1. Imag-
ine a source of acoustic energy sufficiently distant from the line of sensors
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that the incoming wavefront is essentially planar. As the peaks and troughs
of the wavefronts pass over the array of sensors, the measurements at the
sensors give the elapsed time between a peak at one sensor and a peak at
the next sensor, thereby giving an indication of the angle of arrival.

plane-wave fronts

i

wavevector

uniformly spaced sensor array

A A

spacing=A u

Figure 2.1: A uniform line array sensing a plane-wave field.

In practice, of course, there are multiple sources of acoustic energy, so
each sensor receives a superposition of all the plane-wave fronts from all
directions. because the sensors are spread out in space, what each receives
is slightly different from what its neighboring sensors receive, and this slight
difference can be exploited to separate the spatially distinct components of
the signals. What we seek is the function that describes how much energy
came from each direction.
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When we describe the situation mathematically, using the wave equa-
tion, we find that what is received at each sensor is a value of the Fourier
transform of the function we want. Because we have only finitely many
sensors, we have only finitely many values of this Fourier transform. So,
we have the problem of estimating a function from finitely many values of
its Fourier transform.

2.6 A Word about Prior Information

An important point to keep in mind when applying linear-algebraic meth-
ods to measured data is that, while the data is usually limited, the informa-
tion we seek may not be lost. Although processing the data in a reasonable
way may suggest otherwise, other processing methods may reveal that the
desired information is still available in the data. Figure 2.2 illustrates this
point.

The original image on the upper right of Figure 2.2 is a discrete rect-
angular array of intensity values simulating a slice of a head. The data
was obtained by taking the two-dimensional discrete Fourier transform of
the original image, and then discarding, that is, setting to zero, all these
spatial frequency values, except for those in a smaller rectangular region
around the origin. The problem then is under-determined. A minimum-
norm solution would seem to be a reasonable reconstruction method.

The minimum-norm solution is shown on the lower right. It is calcu-
lated simply by performing an inverse discrete Fourier transform on the
array of modified discrete Fourier transform values. The original image
has relatively large values where the skull is located, but the minimum-
norm reconstruction does not want such high values; the norm involves the
sum of squares of intensities, and high values contribute disproportionately
to the norm. Consequently, the minimum-norm reconstruction chooses in-
stead to conform to the measured data by spreading what should be the
skull intensities throughout the interior of the skull. The minimum-norm
reconstruction does tell us something about the original; it tells us about
the existence of the skull itself, which, of course, is indeed a prominent
feature of the original. However, in all likelihood, we would already know
about the skull; it would be the interior that we want to know about.

Using our knowledge of the presence of a skull, which we might have ob-
tained from the minimum-norm reconstruction itself, we construct the prior
estimate shown in the upper left. Now we use the same data as before, and
calculate a minimum-weighted-norm reconstruction, using as the weight
vector the reciprocals of the values of the prior image. This minimum-
weighted-norm reconstruction is shown on the lower left; it is clearly almost
the same as the original image. The calculation of the minimum-weighted
norm solution can be done iteratively using the ART algorithm [214].
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When we weight the skull area with the inverse of the prior image,
we allow the reconstruction to place higher values there without having
much of an effect on the overall weighted norm. In addition, the reciprocal
weighting in the interior makes spreading intensity into that region costly,
so the interior remains relatively clear, allowing us to see what is really
present there.

When we try to reconstruct an image from limited data, it is easy to
assume that the information we seek has been lost, particularly when a
reasonable reconstruction method fails to reveal what we want to know.
As this example, and many others, show, the information we seek is often
still in the data, but needs to be brought out in a more subtle way.
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Figure 2.2: Extracting information in image reconstruction.



Chapter 3

Urn Models for Remote
Sensing

There seems to be a tradition in physics of using simple models or examples
involving urns and marbles to illustrate important principles. In keeping
with that tradition, we give an urn model to illustrate various aspects of
remote sensing, and apply the model to tomography.

3.1 The Urn Model for Remote Sensing

Suppose that we have J urns numbered j = 1, ..., J, each containing mar-
bles of various colors. Suppose that there are I colors, numbered: =1, ..., I.
Suppose also that there is a box containing N small pieces of paper, and
on each piece is written the number of one of the J urns. Assume that N
is much larger than J. Assume that I know the precise contents of each
urn. My objective is to determine the precise contents of the box, that
is, to estimate the number of pieces of paper corresponding to each of the
numbers 7 =1,..., J.

Out of my view, my assistant removes one piece of paper from the box,
takes one marble from the indicated urn, announces to me the color of the
marble, and then replaces both the piece of paper and the marble. This
action is repeated many times, at the end of which I have a long list of
colors. This list is my data, from which I must determine the contents of
the box.

This is a form of remote sensing; what we have access to is not what
we are really interested in, but only related to it in some way. Sometimes
such data is called “incomplete data” , in contrast to the “complete data” ,
which would be the list of the actual urn numbers drawn from the box.

If all the marbles of one color are in a single urn, the problem is trivial;

23
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when I hear a color, I know immediately which urn contained that marble.
My list of colors is then a list of urn numbers; I have the complete data
now. My best estimate of the number of pieces of paper containing the urn
number j is then simply N times the proportion of draws that resulted in
urn j being selected.

At the other extreme, suppose two urns had identical contents. Then
I could not distinguish one urn from the other and would be unable to
estimate more than the total number of pieces of paper containing either
of the two urn numbers.

Generally, the more the contents of the urns differ, the easier the task
of estimating the contents of the box. In remote sensing applications, these
issues affect our ability to resolve individual components contributing to
the data.

To introduce some mathematics, let us denote by x; the proportion of
the pieces of paper that have the number j written on them. Let P;; be
the proportion of the marbles in urn j that have the color i. Let y; be the
proportion of times the color ¢ occurs on the list of colors. The expected
proportion of times i occurs on the list is E(y;) = Z}']=1 Pjxz; = (Px);,
where P is the I by J matrix with entries P;; and x is the J by 1 column
vector with entries ;. A reasonable way to estimate x is to replace E(y;)
with the actual y; and solve the system of linear equations y; = Z}]:1 Pz,
i =1,...,I. Of course, we require that the x; be nonnegative and sum to
one, so special algorithms may be needed to find such solutions. If there
are two urns, j; and ja, such that P;;, and Pj;, are nearly equal for all 1,
then we will have a hard time distinguishing x;, and x;,.

In a number of applications that fit this model, such as medical tomog-
raphy, the values x; are taken to be parameters, the data y; are statistics,
and the z; are estimated by adopting a probabilistic model and maximiz-
ing the likelihood function. iterative algorithms, such as the expectation
maximization (EMML) algorithm are often used for such problems.

3.2 The Urn Model in Tomography

Now we apply this simple model to transmission and emission tomography.

3.2.1 The Case of SPECT

In the SPECT case, let there be J pixels or voxels, numbered j = 1,...,J
and I detectors, numbered ¢ = 1,...,1. Let P;; be the probability that
a photon emitted at pixel j will be detected at detector i; we assume
these probabilities are known to us. Let y; be the proportion of the total
photon count that was recorded at the ith detector. Denote by z; the
(unknown) proportion of the total photon count that was emitted from
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pixel j. Selecting an urn randomly is analogous to selecting which pixel
will be the next to emit a photon. Learning the color of the marble is
analogous to learning where the photon was detected; for simplicity we are
assuming that all emitted photons are detected, but this is not essential.
The data we have, the counts at each detector, constitute the “incomplete
data” ; the “complete data” would be the counts of emissions from each of
the J pixels.

If the pixels numbered j; and j are neighbors, then we would expect
P;;, and P;;, to be almost equal, for every . This makes it difficult to es-
timate accurately the separate quantities xz;, and x;,, which is a resolution
problem.

We can determine the x; by finding nonnegative solutions of the system
Yy = ijl Pjjzx;; this is what the various iterative algorithms, such as
MART, EMML and RBI-EMML, seek to do.

3.2.2 The Case of PET

In the PET case, let there be J pixels or voxels, numbered j = 1,...,J
and I lines of response (LOR), numbered ¢ = 1,...,I. Let P;; be the
probability that a positron emitted at pixel 5 will result in a coincidence
detection associated with LOR i; we assume these probabilities are known
to us. Let y; be the proportion of the total detections that was associated
with the ¢th LOR. Denote by x; the (unknown) proportion of the total
count that was due to a positron emitted from pixel j. Selecting an urn
randomly is analogous to selecting which pixel will be the next to emit a
positron. Learning the color of the marble is analogous to learning which
LOR was detected; again, for simplicity we are assuming that all emitted
positrons are detected, but this is not essential. As in the SPECT case,
we can determine the z; by finding nonnegative solutions of the system

J
yi =251 Pij;.

3.2.3 The Case of Transmission Tomography

Assume that x-ray beams are sent along I line segments, numbered i =
1,...,I, and that the initial strength of each beam is known. By measuring
the final strength, we determine the drop in intensity due to absorption
along the ith line segment. Associated with each line segment we then
have the proportion of transmitted photons that were absorbed, but we
do not know where along the line segment the absorption took place. The
proportion of absorbed photons for each line is our data, and corresponds to
the proportion of each color in the list. The rate of change of the intensity
of the x-ray beam as it passes through the jth pixel is proportional to the
intensity itself, to F;;, the length of the ith segment that is within the jth
pixel, and to x;, the amount of attenuating material present in the jth
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pixel. Therefore, the intensity of the x-ray beam leaving the jth pixel is
the product of the intensity of the beam upon entering the jth pixel and
the decay term, e~ "%,

The “complete data” is the proportion of photons entering the jth pixel
that were absorbed within it; the “incomplete data” is the proportion of
photons sent along each line segment that were absorbed. Selecting the
jth urn is analogous to having an absorption occurring at the jth pixel.
Knowing that an absorption has occurred along the ith line segment does
tell us that an absorption occurred at one of the pixels that intersections
that line segment, but that is analogous to knowing that there are certain
urns that are the only ones that contain the ith color.

The (measured) intensity of the beam at the end of the ith line segment
is e~ (P?)i times the (known) intensity of the beam when it began its journey
along the ith line segment. Taking logs, we obtain a system of linear
equations which we can solve for the z;.

3.3 Hidden Markov Models

Hidden Markov models (HMM) are increasingly important in speech pro-
cessing, optical character recognition and DNA sequence analysis. In this
section we illustrate HMM using a modification of the urn model.

Suppose, once again, that we have J urns, indexed by j =1, ..., J and
I colors of marbles, indexed by i = 1,...,I. Associated with each of the
J urns is a box, containing a large number of pieces of paper, with the
number of one urn written on each piece. My assistant selects one box,
say the joth box, to start the experiment. He draws a piece of paper from
that box, reads the number written on it, call it j;, goes to the urn with
the number j; and draws out a marble. He then announces the color. He
then draws a piece of paper from box number j;, reads the next number,
say ja, proceeds to urn number jo, etc. After N marbles have been drawn,
the only data I have is a list of colors, ¢ = {c1,¢2,...,cN }-

According to the hidden Markov model, the probability that my as-
sistant will proceed from the urn numbered k to the urn numbered j is
bjx, with Ejzl bjr =1 for all k, and the probability that the color ¢; will
be drawn from the urn numbered j is a;;, with Zle a;; = 1. for all j.
The colors announced are the wvisible states, while the unannounced urn
numbers are the hidden states.

There are several distinct objectives one can have, when using HMM.
We assume that the data is the list of colors, c.

e Evaluation: For given probabilities a;; and b;;, what is the proba-
bility that the list ¢ was generated according to the HMM? Here, the
objective is to see if the model is a good description of the data.
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e Decoding: Given the model, the probabilities and the list ¢, what
list j = {j1,J2,...,jn} of potential visited urns is the most likely?
Now, we want to infer the hidden states from the visible ones.

e Learning: We are told that there are J urns and I colors, but are not
told the probabilities a;; and b;,. We are given several data vectors
c generated by the HMM; these are the training sets. The objective
is to learn the probabilities.

Once again, the EMML algorithm can play a role in solving these problems
[105].
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Chapter 4

A Little Matrix Theory

4.1 The Geometry of Real Euclidean Space

We denote by RY the real Euclidean space consisting of all N-dimensional
column vectors = (21, ...,xx)7 with real entries x;; here the superscript
T denotes the transpose of the 1 by N matrix (or, row vector) (z1, ..., Zn).
We denote by CV the space of all N-dimensional column vectors with
complex entries. For z in CV we denote by xf the N-dimensional row
vector whose entries are the complex conjugates of the entries of x.

4.1.1 Dot Products

For # = (21,...,2x)% and y = (y1,...,yn)T in CV, the dot product z - y is
defined to be

N
Ty = anyTL (4.1)
n=1
Note that we can write
z-y=y'a, (4.2)

where juxtaposition indicates matrix multiplication. The 2-norm, or Fu-
clidean norm, or Euclidean length, of x is

lz]]2s = vz -z = Vatz. (4.3)

The Euclidean distance between two vectors x and y in CV is ||z — y]|o.
These notions also apply to vectors in RV.

The spaces R and CV, along with their dot products, are examples
of a finite-dimensional Hilbert space.

31
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Definition 4.1 Let V be a real or complex vector space. The scalar-valued
function (u,v) is called an inner product on V' if the following four prop-
erties hold, for all u, w, and v in V, and all scalars c:

(u+w,v) = {u,v) + (w,v); (4.4)
(cu, v) = c(u,v); (4.5)
(v,u) = (u,v); (4.6)
and
(u,u) >0, (4.7)

with equality in Inequality (4.7) if and only if u = 0.

The dot products on RN and CV are examples of inner products.
The properties of an inner product are precisely the ones needed to prove
Cauchy’s Inequality, which then holds for any inner product. We shall fa-
vor the dot product notation w-v for the inner product of vectors, although
we shall occasionally use the matrix multiplication form, vfu or the inner
product notation (u, v).

4.1.2 Cauchy’s Inequality

Cauchy’s Inequality, also called the Cauchy-Schwarz Inequality, tells us
that

[{z, 9)| < [lll2]lyl]2; (4.8)

with equality if and only if y = ax, for some scalar . The Cauchy-Schwarz
Inequality holds for any inner product.
A simple application of Cauchy’s inequality gives us

1z +yllz < [l2ll2 + [lyll2; (4.9)

this is called the Triangle Inequality. We say that the vectors x and y are
mutually orthogonal if (x,y) = 0.

The Parallelogram Law is an easy consequence of the definition of the
2-norm:

[l +yl3 + [lo = ylI3 = 2ll«l13 + 2[ly[5. (4.10)

It is important to remember that Cauchy’s Inequality and the Parallelo-
gram Law hold only for the 2-norm.
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4.2 Vectorization of a Matrix

When the complex M by N matrix A is stored in the computer it is usually
vectorized; that is, the matrix

A11 A12 . AlN

Agy Ay ... Aoy
A =

Ay Ama ... Aun

becomes
vec(A) = (A11, Aoty ooy Anrt, A2, Aoz, ooy Angay ooy Auen) T

Exercise 4.1 (a) Show that the complex dot product vec(A)-vec(B) =
vec(B)fvec(A) can be obtained by

vec(A)- vec(B) = trace (ABT) = tr(ABT),

where, for a square matriz C, trace (C) means the sum of the entries along
the main diagonal of C. We can therefore use the trace to define an inner
product between matrices: < A, B >= trace (ABT).

(b) Show that trace (AA") > 0 for all A, so that we can use the trace to
define a norm on matrices: ||A||* = trace (AAT).

Exercise 4.2 Let B = ULD' be an M by N matriz in diagonalized form;
that is, L is an M by N diagonal matrixz with entries A1, ..., A\g on its main
diagonal, where K = min(M,N), and U and V are square matrices. Let
the n-th column of U be denoted u™ and similarly for the columns of V.

Such a diagonal decomposition occurs in the singular value decomposition
(SVD). Show that we can write

B = Alul(vl)T + o+ )\KUK(VK)T

If B is an N by N Hermitian matrix, then we can take U = V and K =
M = N, with the columns of U the eigenvectors of B, normalized to
have Fuclidean norm equal to one, and the ), to be the eigenvalues of
B. In this case we may also assume that U is a unitary matrix; that is,
UU' = UTU = I, where I denotes the identity matrix.
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4.3 Solving Systems of Linear Equations

In this section we discuss systems of linear equations, Gaussian elimination,
and the notions of basic and non-basic variables.

4.3.1 Systems of Linear Equations

Consider the system of three linear equations in five unknowns given by

X1 +2l‘2 +2£174 +CC5 = 0
—Xr1 —XT2 +x3 +a4 =0. (411)
Ty +2x9 —-3x3 —x4 225 =0

This system can be written in matrix form as Ax = 0, with A the coefficient
matrix

1 2 0 2 1
A=|-1 -1 1 1 0], (4.12)
1 2 -3 -1 -2

and x = (z1,22,73,74,75)7. Applying Gaussian elimination to this sys-
tem, we obtain a second, simpler, system with the same solutions:

X1 —21‘4 +335 =0
r3 x4 +x5 =0

From this simpler system we see that the variables x4 and x5 can be freely
chosen, with the other three variables then determined by this system of
equations. The variables x4 and =5 are then independent, the others de-
pendent. The variables x1, x5 and x3 are then called basic variables. To
obtain a basis of solutions we can let 4 = 1 and x5 = 0, obtaining the
solution z = (2,—2,—1,1,0)7, and then choose x4 = 0 and x5 = 1 to get
the solution z = (—1,0,—1,0,1)T. Every solution to Az = 0 is then a
linear combination of these two solutions. Notice that which variables are
basic and which are non-basic is somewhat arbitrary, in that we could have
chosen as the non-basic variables any two whose columns are independent.

Having decided that x4 and x5 are the non-basic variables, we can write

the original matrix A as A = [B N|, where B is the square invertible
matrix
1 2 0
B=|-1 -1 1], (4.14)
1 2 =3
and N is the matrix
2 1
N=|1 o0]. (4.15)
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With 25 = (21,72, 73)T and 2y = (24, 75)7 we can write
Az = Bxp+ Nzy =0, (4.16)
so that
rp=—-B 'Nxy. (4.17)

4.3.2 Real and Complex Systems of Linear Equations

A system Az = b of linear equations is called a complex system, or a real
system if the entries of A, x and b are complex, or real, respectively. For any
matrix A, we denote by AT and A" the transpose and conjugate transpose
of A, respectively.

Any complex system can be converted to a real system in the following
way. A complex matrix A can be written as A = Ay 4+ iAs, where A; and
Ay are real matrices and i = /—1. Similarly, = 2! +i2? and b = b' +ib?,
where 2!, 22,b! and b? are real vectors. Denote by A the real matrix

- [A —A
A= [A2 A, } (4.18)

by Z the real vector

i= 22} , (4.19)
and by b the real vector

oIl

bzg%. (4.20)

Then z satisfies the system Az = b if and only if Z satisfies the system

Az =b.

Definition 4.2 A square matriz A is symmetric if AT = A and Hermitian

if AT = A.

Definition 4.3 A non-zero vector x is said to be an eigenvector of the
square matrix A if there is a scalar A such that Ax = Ax. Then X is said
to be an eigenvalue of A.

If x is an eigenvector of A with eigenvalue A, then the matrix A — AI has
no inverse, so its determinant is zero; here I is the identity matrix with
ones on the main diagonal and zeros elsewhere. Solving for the roots of the



36 CHAPTER 4. A LITTLE MATRIX THEORY

determinant is one way to calculate the eigenvalues of A. For example, the
eigenvalues of the Hermitian matrix

[ 24
B_{2—i 1]

are A\ = 14+ 5 and A = 1 — /5, with corresponding eigenvectors u =
(v5,2 — )T and v = (v/5,i — 2)7, respectively. Then B has the same
eigenvalues, but both with multiplicity two. Finally, the associated eigen-
vectors of B are

(4.21)

[“;] , (4.22)
and

[_?2} 7 (4.23)
for A =1++/5, and

{”;] , (4.24)

v
and

2

il s
for A =1 —+/5.

4.4 Solutions of Under-determined Systems
of Linear Equations

Suppose that Ax = b is a consistent linear system of M equations in
N unknowns, where M < N. Then there are infinitely many solutions.
A standard procedure in such cases is to find that solution x having the
smallest norm

As we shall see shortly, the minimum norm solution of Ax = b is a vector
of the form x = Afz, where AT denotes the conjugate transpose of the
matrix A. Then Ax = b becomes AA'z = b. Typically, (AAT)™! will
exist, and we get z = (AA") b, from which it follows that the minimum
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norm solution is x = AT(AAT)~'b. When M and N are not too large,
forming the matrix AA" and solving for z is not prohibitively expensive
and time-consuming. However, in image processing the vector x is often a
vectorization of a two-dimensional (or even three-dimensional) image and
M and N can be on the order of tens of thousands or more. The ART
algorithm gives us a fast method for finding the minimum norm solution
without computing AAT.

We begin by describing the minimum-norm solution of a consistent
system Ax =b.

Theorem 4.1 The minimum norm solution of Ax = b has the form x =
Atz for some M-dimensional complex vector z.

Proof: Let the null space of the matrix A be all N-dimensional complex
vectors w with Aw = 0. If Ax = b then A(x + w) = b for all w in the
null space of A. If x = Atz and w is in the null space of A, then

I+ i = ||ATz + wi? = (Alz + w) (477 + w)
= (ATz)T(Afz) + (AT2)'w + wi(ATz) + wiw
= [[Al2|* + (A'2)'w + wl (AT2) + ||w|”

=||ATz||* + |lw]f?,
since
wi(ATz) = (Aw)Tz =07z =0
and
(ATz)'w = z'Aw = zT0 = 0.
Therefore, ||x +w|| = ||Afz + w]|| > [|ATz|| = ||x|| unless w = 0. This
completes the proof. |

Exercise 4.3 Show that if z = (z1,...,zx)T is a column vector with com-
plex entries and H = H' is an N by N Hermitian matriz with com-
plex entries then the quadratic form z'Hz is a real number. Show that
the quadratic form z'Hz can be calculated using only real numbers. Let
z = X + iy, with x and y real vectors and let H = A+ iB, where A and

B are real matrices. Then show that AT = A, BT = —B, xTBx =0 and

finally,
smere o[ 213

Use the fact that z' Hz is real for every vector z to conclude that the eigen-
values of H are real.
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4.4.1 Matrix Inverses
A square matrix A is said to have inverse A~! provided that

AA = A71A =],

where I is the identity matrix. The 2 by 2 matrix A = [(Cz Z} has an

1 d b
-1 _
A " ad —be [—c a}

whenever the determinant of A, det(A) = ad — be is not zero. More gener-
ally, associated with every complex square matrix is the complex number
called its determinant, which is obtained from the entries of the matrix
using formulas that can be found in any text on linear algebra. The sig-
nificance of the determinant is that the matrix is invertible if and only
if its determinant is not zero. This is of more theoretical than practical
importance, since no computer can tell when a number is precisely zero.
A matrix A that is not square cannot have an inverse, but does have a
pseudo-inverse, which is found using the singular-value decomposition.

inverse

4.4.2 The Sherman-Morrison-Woodbury Identity

In a number of applications, stretching from linear programming to radar
tracking, we are faced with the problem of computing the inverse of a
slightly modified version of a matrix B, when the inverse of B itself has
already been computed. For example, when we use the simplex algorithm
in linear programming, the matrix B consists of some, but not all, of the
columns of a larger matrix A. At each step of the simplex algorithm, a new
Bhew is formed from B = Bq by removing one column of B and replacing
it with another column taken from A.
Then By differs from B in only one column. Therefore

Bncw - Bold - UUT, (426)

where u is the column vector that equals the old column minus the new one,
and v is the column of the identity matrix corresponding to the column of
Boiq being altered. The inverse of Bye, can be obtained fairly easily from
the inverse of Bgjq using the Sherman-Morrison-Woodbury Identity:

The Sherman-Morrison-Woodbury Identity:
(B—uww™)™' =B +a(B7u)(v"B™Y), (4.27)

where
1

(O —
1—vTB-1y
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4.5 Eigenvalues and Eigenvectors

Given N by N complex matrix A, we say that a complex number )\ is an
eigenvalue of A if there is a nonzero vector u with Au = Au. The column
vector u is then called an eigenvector of A associated with eigenvalue A;
clearly, if u is an eigenvector of A, then so is cu, for any constant ¢ # 0.
If X is an eigenvalue of A, then the matrix A — Al fails to have an inverse,
since (A — AI)u = 0 but u # 0. If we treat A as a variable and compute
the determinant of A — AI, we obtain a polynomial of degree N in A. Its
roots A1, ..., Ay are then the eigenvalues of A. If |[u||? = ufu = 1 then
ufAdu = dufu= A

It can be shown that it is possible to find a set of N mutually orthogonal
norm-one eigenvectors of the Hermitian matrix H; call them {u!,...,u™}.
The matrix H can then be written as

N
H = Z )\nu"(u”)T,
n=1

a linear superposition of the dyad matrices u™(u”)!. We can also write
H = ULUT, where U is the matrix whose nth column is the column vector
u” and L is the diagonal matrix with the eigenvalues down the main di-
agonal and zero elsewhere. This is the well known eigenvalue-eigenvector
decomposition of the matrix H. Not every square matrix has such a de-
composition, which is why we focus on Hermitian H. The singular-value
decomposition, which we discuss shortly, provides a similar decomposition
for an arbitrary, possibly non-square, matrix.

The matrix H is invertible if and only if none of the A\ are zero and its
inverse is

N
H™'= Z A tu (u)
n=1

We also have H~! = UL~'UT.

A Hermitian matrix @ is said to be nonnegative-definite (positive-
definite) if all the eigenvalues of @ are nonnegative (positive). The matrix
@ is a nonnegative-definite matrix if and only if there is another matrix
C such that Q = CTC. Since the eigenvalues of ) are nonnegative, the
diagonal matrix L has a square root, v/L. Using the fact that UTU = I,
we have

Q=ULU" =UVLU'UVLUT;

we then take C = UVLUT, so CT = C. Then zfQz = z7CTCz = ||C3z||?,
so that @ is positive-definite if and only if C' is invertible. The matrix C is
called the Hermitian square-root of Q.
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Exercise 4.4 Let A be an M by N matriz with complex entries. View
A as a linear function with domain CV, the space of all N-dimensional
complex column vectors, and range contained within C™ | via the expression
A(x) = Ax. Suppose that M > N. The range of A, denoted R(A), cannot
be all of CM. Show that every vector z in CM can be written uniquely in
the form z = Ax +w, where A'w = 0. Show that ||z||* = || Ax||? + ||w|?,
where ||z||? denotes the square of the norm of z.

Hint: If z = Ax + w then consider ATz. Assume AT A is invertible.

4.6 The Singular Value Decomposition (SVD)

We have just seen that an N by N Hermitian matrix H can be written in
terms of its eigenvalues and eigenvectors as H = ULU' or as

N
H= Z Au(u™)f
n=1

The singular value decomposition (SVD) is a similar result that applies to
any rectangular matrix. It is an important tool in image compression and
pseudo-inversion.

Let C' be any N by K complex matrix. In presenting the SVD of C
we shall assume that K > N; the SVD of CT will come from that of C.
Let A = CTC and B = CC'; we assume, reasonably, that B, the smaller
of the two matrices, is invertible, so all the eigenvalues Ay, ..., Ay of B are
positive. Then, write the eigenvalue/eigenvector decomposition of B as
B=ULU".

Exercise 4.5 Show that the nonzero eigenvalues of A = C'C and B =
CC*t are the same.

Let V be the K by K matrix whose first IV columns are those of the
matrix CTUL~'/2 and whose remaining K — N columns are any mutually
orthogonal norm-one vectors that are all orthogonal to each of the first
N columns. Let M be the N by K matrix with diagonal entries M,,, =
VA, for n = 1,..., N and whose remaining entries are zero. The nonzero
entries of M, v/, are called the singular values of C. The singular value
decomposition (SVD) of C'is C = UMVT. The SVD of CTis CT = VMTUT.

Exercise 4.6 Show that UMV equals C.
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Using the SVD of C' we can write

N

C = Au (v,
D V'
n=1

where v” denotes the nth column of the matrix V.

In image processing, matrices such as C' are used to represent discrete
two-dimensional images, with the entries of C' corresponding to the grey
level or color at each pixel. It is common to find that most of the N singular
values of C are nearly zero, so that C' can be written approximately as a
sum of far fewer than N dyads; this is SVD image compression.

If N # K then C cannot have an inverse; it does, however, have a
pseudo-inverse, C* = VM*U', where M* is the matrix obtained from M
by taking the inverse of each of its nonzero entries and leaving the remaining
zeros the same. The pseudo-inverse of C1 is

(=) =uM")TVI =UuMTy Vi
Some important properties of the pseudo-inverse are the following:
1. CC*C =C,
2. CcrcCr =Cr,
3. (C*C)f = C*0,
4. (CCHt = CC™.

The pseudo-inverse of an arbitrary I by J matrix G can be used in much
the same way as the inverse of nonsingular matrices to find approximate or
exact solutions of systems of equations Gx = d. The following examples
illustrate this point.

Exercise 4.7 If I > J the system Gx = d probably has no ezxact solution.
Show that whenever GTG is invertible the pseudo-inverse of G is G* =
(GTG)~'G" so that the vector x = G*d is the least squares approzimate
solution.

Exercise 4.8 If I < J the system Gx = d probably has infinitely many
solutions. Show that whenever the matriz GGT is invertible the pseudo-
inverse of G is G* = GT(GG1)™Y, so that the vector x = G*d is the exact
solution of Gx = d closest to the origin; that is, it is the minimum norm
solution.
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4.7 Singular Values of Sparse Matrices

In image reconstruction from projections the M by N matrix A is usually
quite large and often e-sparse; that is, most of its elements do not exceed ¢
in absolute value, where € denotes a small positive quantity. In transmission
tomography each column of A corresponds to a single pixel in the digitized
image, while each row of A corresponds to a line segment through the
object, along which an x-ray beam has traveled. The entries of a given
row of A are nonzero only for those columns whose associated pixel lies on
that line segment; clearly, most of the entries of any given row of A will
then be zero. In emission tomography the I by J nonnegative matrix P
has entries P;; > 0; for each detector ¢ and pixel j, P;; is the probability
that an emission at the jth pixel will be detected at the ith detector.
When a detection is recorded at the ith detector, we want the likely source
of the emission to be one of only a small number of pixels. For single
photon emission tomography (SPECT), a lead collimator is used to permit
detection of only those photons approaching the detector straight on. In
positron emission tomography (PET), coincidence detection serves much
the same purpose. In both cases the probabilities P;; will be zero (or
nearly zero) for most combinations of ¢ and j. Such matrices are called
sparse (or almost sparse). We discuss now a convenient estimate for the
largest singular value of an almost sparse matrix A, which, for notational
convenience only, we take to be real.

In [56] it was shown that if A is normalized so that each row has length
one, then the spectral radius of AT A, which is the square of the largest
singular value of A itself, does not exceed the maximum number of nonzero
elements in any column of A. A similar upper bound on p(ATA) can be
obtained for non-normalized, e-sparse A.

Let A be an M by N matrix. For each n = 1,...,N, let s,, > 0 be
the number of nonzero entries in the nth column of A, and let s be the
maximum of the s,. Let G be the M by N matrix with entries

N
Gn = Amn /(D s14%,)"2.
=1

Lent has shown that the eigenvalues of the matrix GT G do not exceed one
[173]. This result suggested the following proposition, whose proof was
given in [56].

Proposition 4.1 Let A be an M by N matriz. For each m=1,....M let
Uy = 25:1 A% > 0. For eachn=1,..,N leto, = Z%Zl €mnVm, where
emn = 1 if Apmn # 0 and e, = 0 otherwise. Let o denote the mazimum
of the ,,. Then the eigenvalues of the matriz AT A do not exceed o. If A
18 normalized so that the FEuclidean length of each of its rows is one, then
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the eigenvalues of AT A do not exceed s, the mazimum number of nonzero
elements in any column of A.

Proof: For simplicity, we consider only the normalized case; the proof for
the more general case is similar.

Let AT Av = c¢v for some nonzero vector v. We show that ¢ < s. We
have AATAv = cAv and so wT AATw = vTATAAT Av = evT AT Av =
ewlw, for w = Av. Then, with e, = 1 if A, # 0 and e, = 0

otherwise, we have

M M
(Z Amnwm)2 = (Z Am7Le7nnwm)2
m=1 m=1

M M
< (Z A?anwEn)(Z efrm) =
m=1 m=1
M

M
(D Annwi)s; < (D Anwh)s.
m=1

m=1
Therefore,
N M N M
wiAATw =3 () Apnwn)? <D (D AL wl)s,
n=1 m=1 n=1 m=1
and
M M N
wlAATw = ¢ Z w2, =c Z w,zn(z AZ)
m=1 m=1 n=1
M N
=cd D wn A,
m=1n=1
The result follows immediately. |

If we normalize A so that its rows have length one, then the trace of
the matrix AAT is tr(AAT) = M, which is also the sum of the eigenvalues
of AT A. Consequently, the maximum eigenvalue of A7 A does not exceed
M; this result improves that upper bound considerably, if A is sparse and
so s << M.

In image reconstruction from projection data that includes scattering we
often encounter matrices A most of whose entries are small, if not exactly
zero. A slight modification of the proof provides us with a useful upper
bound for L, the largest eigenvalue of AT A, in such cases. Assume that
the rows of A have length one. For ¢ > 0 let s be the largest number of
entries in any column of A whose magnitudes exceed €. Then we have

L<s+MNe +2¢(MNs)/2,

The proof of this result is similar to that for Proposition 4.1.
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Chapter 5

Metric Spaces and Norms

The inner product on R’ or C” can be used to define the Euclidean norm
||z]|2 of a vector z, which, in turn, provides a metric, or a measure of
distance between two vectors, d(z,y) = || — y|l2. The notions of metric
and norm are actually more general notions, with no necessary connection
to the inner product. Throughout this chapter the superscript t denotes
the conjugate transpose of a matrix or vector.

5.1 Metric Spaces

We begin with the basic definitions.

Definition 5.1 Let S be a non-empty set. We say that the function d :
S XS — [0,+00) is a metric if the following hold:

d(s,t) > 0, (5.1)

foralls andt in S;
d(s,t) =0 (5.2)

if and only if s = t;
d(s,t) =d(t,s), (5.3)

for all s and t in S; and, for all s, t, and u in S,
d(s,t) < d(s,u)+ d(u,t). (5.4)
The pair {S,d} is a metric space.

The last inequality is the Triangle Inequality for this metric.

45
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5.2 Analysis in Metric Space

Analysis is concerned with issues of convergence and limits.

Definition 5.2 A sequence {s*} in the metric space (S, d) is said to have
limit s* if
lim d(s*,s*) = 0. 5.5
i d(s", ) (55)
Any sequence with a limit is said to be convergent.
A sequence can have at most one limit.

Definition 5.3 The sequence {s*} is said to be a Cauchy sequence if, for
any € > 0, there is positive integer m, such that, for any nonnegative integer
n7

d(s™, s™T) <e. (5.6)
Every convergent sequence is a Cauchy sequence.

Definition 5.4 The metric space (S,d) is said to be complete if every
Cauchy sequence is a convergent sequence.

The finite-dimensional spaces R”and C” are complete metric spaces, with
respect to the usual Euclidean distance.

Definition 5.5 An infinite sequence {s*} in S is said to be bounded if
there is an element a and a positive constant b > 0 such that d(a, s¥) < b,

for all k.

Definition 5.6 A subset K of the metric space is said to be closed if, for
every convergent sequence {s*} of elements in K, the limit point is again
in K. The closure of a set K is the smallest closed set containing K.

For example, in R/ = R, the set K = (0, 1] is not closed, because it does
not contain the point s = 0, which is the limit of the sequence {sk = %},
the set K = [0,1] is closed and is the closure of the set (0,1], that is, it is
the smallest closed set containing (0, 1].

Definition 5.7 For any bounded sequence {x*} in R’ there is at least one
subsequence, often denoted {xk"}, that is convergent; the notation implies
that the positive integers ky, are ordered, so that k1 < ko < .... The limit of
such a subsequence is then said to be a cluster point of the original sequence.

When we investigate iterative algorithms, we will want to know if the
sequence {7*} generated by the algorithm converges. As a first step, we
will usually ask if the sequence is bounded? If it is bounded, then it will
have at least one cluster point. We then try to discover if that cluster point
is really the limit of the sequence. We turn now to metrics that come from
norms.
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5.3 Norms

The metric spaces that interest us most are those for which the metric
comes from a norm, which is a measure of the length of a vector.

Definition 5.8 We say that || - || is a norm on C7 if

] =0, (5.7)
for all z,
]l =0 (5.8)
if and only if x =0,
vzl = [y lll], (5.9)
for all x and scalars v, and
Iz +yll < ll=ll + llyll, (5.10)

for all vectors x and y.
Lemma 5.1 The function d(z,y) = ||z — y|| defines a metric on C”.

It can be shown that R’ and C” are complete for any metric arising from
a norm.

5.3.1 Some Common Norms on C”

We consider now the most common norms on the space C. These notions
apply equally to R”.

The 1-norm

The 1-norm on C” is defined by
2l =D |- (5.11)

The co-norm

The oo-norm on C” is defined by

Je]loe = maxla;|[j = 1,.... J}. (5.12)
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The 2-norm

The 2-norm, also called the Euclidean norm, is the most commonly used
norm on C. It is the one that comes from the inner product:

Iz]l2 = V/{w, 2) = Vaiz. (5.13)

Weighted 2-norms
Let A be an invertible matrix and Q = AT A. Define

lzlle = [[Azll2 = V21 Qx, (5.14)
for all vectors z. If @ is the diagonal matrix with diagonal entries @;; > 0,

then

J
Izl = (| Y Qijlz;l% (5.15)
j=1

for that reason we speak of ||x||g as the Q-weighted 2-norm of x.

5.4 Matrix Norms

Any matrix can be turned into a vector by vectorization. Therefore, we
can define a norm for any matrix by simply vectorizing and taking a norm
of the resulting vector. Such norms for matrices may not be compatible
with the role of a matrix as representing a linear transformation.

5.4.1 Induced Matrix Norms

One way to obtain a compatible norm for matrices is through the use of
an induced matrix norm.

Definition 5.9 Let ||z|| be any norm on C”7, not necessarily the Euclidean
norm, ||b]| any norm on C!, and A a rectangular I by J matriz. The
induced matriz norm of A, simply denoted ||A||, derived from these two
vectors norms, is the smallest positive constant ¢ such that

[Az[| < cffz]], (5.16)
for all z in C7. This induced norm can be written as

141 = max{{| Az[l/[|[}- (5.17)
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We study induced matrix norms in order to measure the distance | Az —
Az||, relative to the distance ||z — z||:

Az — Az|| < | A ll= — =], (5.18)

for all vectors = and z and ||A| is the smallest number for which this
statement can be made.

5.4.2 Condition Number of a Square Matrix

Let S be a square, invertible matrix and z the solution to Sz = h. We
are concerned with the extent to which the solution changes as the right
side, h, changes. Denote by J; a small perturbation of h, and by J, the
solution of S0, = dj,. Then S(z+0,) = h+Jp,. Applying the compatibility
condition || Az| < ||All||z||, we get

60 < 1S~ 16nll, (5.19)
and
21l = [IRlI/1IS]]- (5.20)
Therefore
[0l _1y 1]l
< SIS (5.21)
(B Al

Definition 5.10 The quantity ¢ = ||S||||S™!| is the condition number of
S, with respect to the given matriz norm.

Note that ¢ > 1: for any non-zero z, we have
ISTHE = 1S~ 2l/llzl = 1S~ = /1SS~ =l = 1/]1S]l. (5.22)

When S is Hermitian and positive-definite, the condition number of S, with
respect to the matrix norm induced by the Euclidean vector norm, is

¢ = Amaz(S)/ Amin(9), (5.23)

the ratio of the largest to the smallest eigenvalues of S.

5.4.3 Some Examples of Induced Matrix Norms

If we choose the two vector norms carefully, then we can get an explicit
description of ||AJ|, but, in general, we cannot.

For example, let ||z|| = ||z||1 and ||Az| = ||Az|; be the 1-norms of the
vectors x and Az, where

el = Jal- (5.24)
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Lemma 5.2 The 1-norm of A, induced by the 1-norms of vectors in C”
and C1, is

I
Al = max {>_[Ai],j=1,2,... ]} (5.25)

i=1

Proof: Use basic properties of the absolute value to show that

J I
[Az[lr <Y O 1AijD)5)- (5.26)
j=1 i=1

Then let j = m be the index for which the maximum column sum is reached
and select z; = 0, for j # m, and z,, = 1. |

The infinity norm of the vector x is
|z||oo = max {|z;|,j =1,2,...,J}. (5.27)

Lemma 5.3 The infinity norm of the matriz A, induced by the infinity
norms of vectors in R and CT, is

J
[Alloo = max {} |Ai|,i=1,2,..,T}. (5.28)

j=1
The proof is similar to that of the previous lemma.

Lemma 5.4 Let M be an invertible matriz and ||z|| any vector norm. De-

fine
[ llar = ([ M]]. (5.29)
Then, for any square matrixz S, the matriz norm
ISlas = mascl1Selas/ Il ar} (5.30)
18

1SNlar = [IMSM. (5.31)

In [7] this result is used to prove the following lemma:

Lemma 5.5 Let S be any square matriz and let € > 0 be given. Then
there is an invertible matrix M such that

1S]lar < p(S) + e (5.32)
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5.4.4 The Euclidean Norm of a Square Matrix

We shall be particularly interested in the Euclidean norm (or 2-norm) of
the square matrix A, denoted by || Al|2, which is the induced matrix norm
derived from the Euclidean vector norms.

From the definition of the Euclidean norm of A, we know that

[All2 = max{||Az[]2/]|z[|2}, (5.33)

with the maximum over all nonzero vectors x. Since

|Az||3 =zt AT Az, (5.34)
we have
T At Ax
A]l2 = 1/ max { o 1, (5.35)

over all nonzero vectors .

Proposition 5.1 The Euclidean norm of a square matriz is

[All2 = \/p(ATA); (5.36)

that is, the term inside the square-root in Equation (5.35) is the largest
eigenvalue of the matriz AtA.

Proof: Let
AM>XA>..>2)A;2>0 (5.37)

and let {u?, j =1,...,J} be mutually orthogonal eigenvectors of AT A with
|lu?||2 = 1. Then, for any x, we have

J
xr = Z[(uj)Tx}uj, (5.38)

j=1
while
Al Az = Z[(uj)Tx]ATAuJ = Z Ajl(u?) o)l (5.39)
j=1 j=1
It follows that
J .
)13 = 2Tz = > |(w!) 2], (5.40)

Jj=1
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and

J
|Az]|3 = 2T ATAx =~ X[ (w!) . (5.41)

Jj=1

Maximizing ||Az||3/||z]|3 over # # 0 is equivalent to maximizing || Az|3,
subject to ||z]|3 = 1. The right side of Equation (5.41) is then a con-
vex combination of the Aj;, which will have its maximum when only the
coefficient of \; is non-zero. |

According to Corollary 15.1, we have the inequality
IA]13 < 1Al ][ Allee = exri.

If S is not Hermitian, then the Euclidean norm of S cannot be calculated
directly from the eigenvalues of S. Take, for example, the square, non-
Hermitian matrix

i 2
S = {O z] , (5.42)
having eigenvalues A = ¢ and A = i. The eigenvalues of the Hermitian
matrix

1 —2i
To
SS_[% 5} (5.43)

are A\ =3+ 2v2 and A = 3 — 2¢/2. Therefore, the Euclidean norm of S is

1S]l2 = \/3+2V2. (5.44)

5.4.5 Diagonalizable Matrices

Definition 5.11 A square matriz S is diagonalizable if C” has a basis of
eigenvectors of S.

In the case in which S is diagonalizable, with V' be a square matrix whose
columns are linearly independent eigenvectors of S and L the diagonal
matrix having the eigenvalues of S along its main diagonal, we have SV =
VL,or V718V = L. Let T = V! and define ||z||7 = || Tz|2, the Euclidean
norm of Tz. Then the induced matrix norm of S is ||S|lr = p(S). We
see from this that, for any diagonalizable matrix S, in particular, for any
Hermitian matrix, there is a vector norm such that the induced matrix
norm of S is p(S). In the Hermitian case we know that, if the eigenvector
columns of V are scaled to have length one, then V! = VT and ||Tz|, =
|[Viz|2 = ||z[]2, so that the required vector norm is just the Euclidean
norm, and ||S||z is just ||S]|2, which we know to be p(S).
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5.4.6 Gerschgorin’s Theorem

Gerschgorin’s theorem gives us a way to estimate the eigenvalues of an
arbitrary square matrix A.

Theorem 5.1 Let A be J by J. Forj=1,...,J, let C; be the circle in the
complex plane with center Aj; and radius rj = 2, . |Ajm|. Then every
eigenvalue of A lies within one of the Cj.

Proof: Let A be an eigenvalue of A, with associated eigenvector u. Let
u; be the entry of the vector u having the largest absolute value. From
Au = Au, we have

()\ — Ajj)uj = Z Ajmum, (545)
m#j
so that
N = A4l < Al /| < 7. (5.46)
m#j
This completes the proof. |

5.4.7 Strictly Diagonally Dominant Matrices

Definition 5.12 A square I by I matriz S is said to be strictly diagonally
dominant if, for eachi=1,...,1,

|Si]| > ri = Z | Sim |- (5.47)

When the matrix S is strictly diagonally dominant, all the eigenvalues of S
lie within the union of the spheres with centers S;; and radii S;;. With D
the diagonal component of S, the matrix D~1S then has all its eigenvalues
within the circle of radius one, centered at (1,0). Then p(I — D71S) < 1.
This result is used discussing the Jacobi splitting method [60].

5.5 Exercises
Exercise 5.1 Show that every convergent sequence is a Cauchy sequence.

Exercise 5.2 Let S be the set of rational numbers, with d(s,t) = |s — t|.
Show that (S,d) is a metric space, but not a complete metric space.

Exercise 5.3 Show that any convergent sequence in a metric space is
bounded. Find a bounded sequence of real numbers that is not convergent.
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Exercise 5.4 Show that, if {s*} is bounded, then, for any element c in the
metric space, there is a constant v > 0, with d(c,s*) <r, for all k.

Exercise 5.5 Show that your bounded, but not convergent, sequence found
in Ezercise 5.3 has a cluster point.

Exercise 5.6 Show that, if x is a cluster point of the sequence {z*}, and
if d(z, 2%) > d(x, 1Y), for all k, then x is the limit of the sequence.

Exercise 5.7 Show that the 1-norm is a norm.
Exercise 5.8 Show that the co-norm is a norm.

Exercise 5.9 Show that the 2-norm is a norm. Hint: for the triangle
inequality, use the Cauchy Inequality.

Exercise 5.10 Show that the Q-weighted 2-norm is a norm.
Exercise 5.11 Show that p(S?) = p(S)?.

Exercise 5.12 Show that, if S is Hermitian, then every eigenvalue of S
is real. Hint: suppose that Sz = Az. Then consider =t Sx.

Exercise 5.13 Use the SVD of A to obtain the eigenvalue/eigenvector de-
compositions of B and C':

N
B=> \u'(u'), (5.48)

and )
C=> (). (5.49)

Exercise 5.14 Show that, for any square matrix S and any induced matriz
norm ||S|]|, we have ||S|| > p(S). Consequently, for any induced matriz
norm ||S]|,

1S[I > 1Al (5.50)

for every eigenvalue \ of S. So we know that
p(S) < [I51], (5.51)
for every induced matrix norm, but, according to Lemma 5.5, we also have
1Sllar < o) +e. (5.52)

Exercise 5.15 Show that, if p(S) < 1, then there is a vector norm on C”’
for which the induced matriz norm of S is less than one.

Exercise 5.16 Show that, if S is Hermitian, then ||S||2 = p(S). Hint: use
Ezercise (5.11).



Chapter 6

Linear Algebra

Linear algebra is the study of linear transformations between vector spaces.
Although the subject is not simply matrix theory, there is a close con-
nection, stemming from the role of matrices in representing linear trans-
formations. Throughout this section we shall limit discussion to finite-
dimensional vector spaces.

6.1 Bases and Dimension

The notions of a basis and of linear independence are fundamental in linear
algebra. Let V be a vector space.

Definition 6.1 A collection of vectors {u',...,uN} in V is linearly inde-
pendent if there is no choice of scalars ay, ...,an, not all zero, such that

0=aju' + ...+ ayu®. (6.1)

Definition 6.2 The span of a collection of vectors {u,...,uN} in V is the
set of all vectors x that can be written as linear combinations of the u™;
that is, for which there are scalars ci, ...,cn, such that

z=ciu' + ... + eyul. (6.2)

Definition 6.3 A collection of vectors {w',...,w™N} in V is called a span-
ning set for a subspace S if the set S is their span.

Definition 6.4 A collection of vectors {u',...,uN} in V is called a basis
for a subspace S if the collection is linearly independent and S is their span.

Definition 6.5 A collection of vectors {u',...,u’N} inV is called orthonor-
mal if ||u"||2 = 1, for all n, and (u™,u™) =0, for m # n.

95
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Suppose that S is a subspace of V, that {w!,...,wN'} is a spanning set
for S, and {u!,...,uM} is a linearly independent subset of S. Beginning
with wy, we augment the set {u!,...,u?} with w; if w; is not in the span of
the u,, and the w; previously included. At the end of this process, we have
a linearly independent spanning set, and therefore, a basis, for S (Why?).
Similarly, beginning with wq, we remove w; from the set {w?, ..., w™} if w;
is a linear combination of the wy, k = 1,...,7 — 1. In this way we obtain
a linearly independent set that spans S, hence another basis for S. The
following lemma will allow us to prove that all bases for a subspace S have
the same number of elements.

Lemma 6.1 Let W = {w!,...,w™N} be a spanning set for a subspace S
in R, and V = {v',...,vM} a linearly independent subset of S. Then
M < N.

Proof: Suppose that M > N. Let By = {w?,...,w™}. To obtain the set
By, form the set C7 = {v1, w1, ...,wy} and remove the first member of C4
that is a linear combination of members of C'; that occur to its left in the
listing; since v; has no members to its left, it is not removed. Since W is a
spanning set, vy is a linear combination of the members of W, so that some
member of W is a linear combination of v; and the remaining members of
W remove the first member of W for which this is true.

We note that the set B is a spanning set for S and has N members.
Having obtained the spanning set By, with N members and whose first k
members are vy, ...,v1, we form the set Cy11 = By U {vgy1}, listing the
members so that the first k+ 1 of them are {vgy1, vk, ..., v1}. To get the set
Bi4+1 we remove the first member of Cjy; that is a linear combination of
the members to its left; there must be one, since By is a spanning set, and
SO V41 1S a linear combination of the members of Bj. Since the set V is
linearly independent, the member removed is from the set W. Continuing
in this fashion, we obtain a sequence of spanning sets By, ..., By, each with
N members. The set By is By = {v1,...,un} and vy4q1 must then be
a linear combination of the members of By, which contradicts the linear
independence of V. |

Corollary 6.1 FEvery basis for a subspace S has the same number of ele-
ments.

Exercise 6.1 Let W = {w!,...,w™N} be a spanning set for a subspace S in
R, and V = {v',...,oM} a linearly independent subset of S. Let A be the
I by M matrixz whose columns are the vectors v, and B the I by N matriz

whose columns are the wy. Prove that there is an N by M matriz C' such
that A = BC.

Exercise 6.2 Prove Lemma 6.1 by considering the space of solutions of
the system Ax = 0, where A is the matriz defined in Exercise 6.1.
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Definition 6.6 The dimension of a subspace S is the number of elements
in any basis.

Lemma 6.2 For any matriz A, the number of linearly independent rows
equals the number of linearly independent columns.

Proof: See Exercise 6.3.

Definition 6.7 The rank of A is the number of linearly independent rows
or of linearly independent columns of A.

Exercise 6.3 Prove Lemma 6.2. Hints: Suppose that A is an I by J
matriz, and that the row space of A, that is, the subspace RS(A) of RY
spanned by the columns of A, has dimension K, for some K < J. Show
that there is an I by K matrix U and a K by J matric M such that
A =UM. Use AT = MTUT to show that the column space of A, the
subspace CS(A) of R” spanned by the rows of A, has a spanning set with
K members. Conclude that the dimensions of RS(A) and CS(A) are the
same; this number is the rank of A.

6.2 Representing a Linear Transformation

Let A = {al,a?, ..., av } be a basis for the finite-dimensional complex vector
space V. Now that the basis for V is specified, there is a natural association,
an isomorphism, between V and the vector space CN of N-dimensional
column vectors with complex entries. Any vector v in V' can be written as

N
v= Z%La”. (6.3)
n=1

The column vector v = (71, ...,7nv)7 is uniquely determined by v and the
basis A and we denote it by [v] 4. Notice that the ordering of the list of
members of B matters, so we shall always assume that the ordering has
been fixed.

Let W be a second finite-dimensional vector space, and let T' be any
linear transformation from V to W. Let B = {b',b%,...,bM} be a basis for

W. Forn=1,...,N, let
Ta™ = Ap,bt 4 Ao, b + ..+ Appnb™. (6.4)

Then the M by N matrix A having the A,,, as entries is said to represent
T, with respect to the bases A and B.

Exercise 6.4 Show that [Tv]g = Alv]a.
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Exercise 6.5 Suppose that V, W and Z are vector spaces, with bases A, B
and C, respectively. Suppose also that T is a linear transformation from V
to W and U is a linear transformation from W to Z. Let A represent T with
respect to the bases A and B, and let B represent U with respect to the bases
B and C. Show that the matriz BA represents the linear transformation
UT with respect to the bases A and C.

6.3 Linear Functionals and Duality

When the second vector space W is just the space C of complex numbers,
any linear transformation from V' to W is called a linear functional. The
space of all linear functionals on V' is denoted V* and called the dual space
of V. The set V* is itself a finite-dimensional vector space, so it too has a
dual space, (V*)* = V**.

Exercise 6.6 Show that the dimension of V* is the same as that of V.
Hint: let A = {a,...,a"} be a basis for V, and for each m = 1,...,N,
let fm(a™) =0, if m # n, and f™(a™) = 1. Show that the collection
{fY, ..., fNY} is a basis for V*.

There is a natural identification of V** with V itself. For each v in V,
define J,(f) = f(v) for each f in V*. Then it is easy to establish that J,
is in V** for each v in V. The set Jy of all members of V** of the form J,
for some v is a subspace of V**.

Exercise 6.7 Show that the subspace Jy has the same dimension as V**
itself, so that it must be all of V**.

We shall see later that once V' has been endowed with an inner product,
there is a simple way to describe every linear functional on V: for each f
in V* there is a unique vector vy in V' with f(v) = (v, vy), for each v in V.
As a result, we have an identification of V* with V itself.

6.4 Linear Operators on V

When W = V| we say that the linear transformation 7' is a linear operator
on V. In this case, we can also take the basis B to be A, and say that the
matrix A represents the linear operator T', with respect to the basis A. We
then write A = [T 4.

Exercise 6.8 Suppose that B is a second basis for V. Show that there is a
unique N by N matriz Q having the property that the matriz B = Q'AQ
represents T, with respect to the basis B. The matriz QQ is the change-of-
basis matriz, and we can write

[T =Q '[T)4Q-
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6.5 Diagonalization

As we change the basis, the matrix representing 7" also changes. We wonder
if it is possible to find some basis B such that B = [Tz is a diagonal matrix
L. We would then have Q7'AQ = L, or A = QLQ~'. When this happens,
we say that A has been diagonalized by Q.

Suppose that the basis B = {b,...,b¥} is such that B = [Tz = L,
where L is the diagonal matrix L = diag {\1, ..., Ax'}. Then we have AQ =
QL, which tells us that ¢", the n-th column of @, is an eigenvector of the
matrix A, with A, as its eigenvalue. Since ¢" = [b™] 4, we have

0= (A= XD)[b"]a=[(T = Ap)b"] ,
from which we conclude that
(T — N\, 1)b" =0,

so that b” is an eigenvector of the linear operator 7.

6.6 Using Matrix Representations

The matrix A has eigenvalues \,,, n = 1, ..., N precisely when these A\, are
the roots of the characteristic polynomial

P()) = det (A — AI).

We would like to be able to define the characteristic polynomial of T itself
to be P(A); the problem is that we do not yet know that different matrix
representations of T' have the same characteristic polynomial.

Exercise 6.9 Use the fact that det(GH)=det(G)det(H) for any square
matrices G and H to show that

det([T)s — M) = det([T]ec — M),

for any bases B and C for V.

6.7 An Inner Product on V

For any two column vectors = = (z1,...,znx)" and y = (y1,...,yn)T in CV,
their complex dot product is defined by

N
zoy=Y T gn=yz,

n=1
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where y' is the conjugate transpose of the vector y, that is, y! is the row
vector with entries ¥,.

The association of the elements v in V' with the complex column vector
[v]4 can be used to obtain an inner product on V. For any v and w in V|
define

(v, w) = [v]a-[w]a, (6.5)

where the right side is the ordinary complex dot product in C~. Note that,
with respect to this inner product, the basis A becomes an orthonormal
basis.

We assume, throughout the remainder of this section, that V is an
inner-product space.

6.8 Representing Linear Functionals

Let f : V — C be a linear functional on the inner-product space V' and
let A= {a',...,a’} be the basis for V used to define the inner product, as
in Equation (6.5). The singleton set {1} is a basis for the space W = C,
and the matrix A that represents T'= f is a 1 by N matrix, or row vector,
A = Ay with entries f(a™). Therefore, for each

N
v = E ana”,
n=1
in V, we have

N
) = Aglola = 3 fa")an.

n=1

Consequently, we can write
fw) = (v,y5),

for the vector yy with Ay = [yf}L, or

N
yr =y fla")a".
n=1

So we see that once V' has been given an inner product, each linear func-
tional f on V can be thought of as corresponding to a vector y¢ in V, so
that

f(’l)) = <’Uayf>
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Exercise 6.10 Show that the vector ys associated with the linear func-
tional f is unique by showing that

<Uv y> = <v’ w>7

for every v in 'V implies that y = w.

6.9 The Adjoint of a Linear Transformation

Let T : V — W be a linear transformation from a vector space V to a
vector space W. The adjoint of T is the linear operator 7% : W* — V*
defined by

(T"g)(v) = 9(TV), (6.6)

for each g € W* and v € V.

Once V and W have been given inner products, and V* and W* have
been identified with V' and W, respectively, the operator T* can be defined
as a linear operator from W to V as follows. Let T : V. — W be a linear
transformation from an inner-product space V' to an inner-product space
W. For each fixed w in W, define a linear functional f on V by

f(v) = (Tv,w).

By our earlier discussion, f has an associated vector y; in V' such that

f(0) = (v, y5).

Therefore,
<TU7 ’LU> = <U’ yf>7

for each v in V. The adjoint of T is the linear transformation 7™ from W
to V defined by T"w = yy.

When W =V, and T is a linear operator on V, then so is T*. In this
case, we can ask whether or not T' commutes with 7, that is, whether or
not T is normal, and whether or not T' = T, that is, whether or not T is
self-adjoint.

6.10 Orthogonality

Two vectors v and w in the inner-product space V are said to be orthogonal
if (v,w) =0. A basis U = {ul,u?, ...,ulN} is called an orthogonal basis if
every two vectors in U are orthogonal, and orthonormal if, in addition,
|lu™|| = 1, for each n.



62 CHAPTER 6. LINEAR ALGEBRA

Exercise 6.11 Let U and V be orthonormal bases for the inner-product
space V', and let Q be the change-of-basis matriz satisfying

[vu = Qlvlv.
Show that Q~' = QT, so that Q is a unitary matri.

Exercise 6.12 Let U be an orthonormal basis for the inner-product space
V and T a linear operator on V. Show that

[T = ([T (6.7)

6.11 Normal and Self-Adjoint Operators

Let T be a linear operator on an inner-product space V. We say that T is
normal if T*T = TT*, and self-adjoint if T* = T. A square matrix A is
said to be normal if ATA = AAT, and Hermitian if AT = A.

Exercise 6.13 Let U be an orthonormal basis for the inner-product space
V. Show that T is normal if and only if [T)y is a normal matriz, and T is
self-adjoint if and only if [Ty is Hermitian. Hint: use Exercise (6.5).

Exercise 6.14 Compute the eigenvalues for the real square matriz
1 2
a-]4 2 -

Note that the eigenvalues are complex, even though the entries of A are
real. The matriz A is not Hermitian.

Exercise 6.15 Show that the eigenvalues of the complex matrix

1 2+2} (6.9)

B[?i 1

are the real numbers A\ = 1 + 5 and A = 1 — \/5, with corresponding
eigenvectors u = (v/5,2 — )T and v = (/5,1 — 2)T, respectively.

Exercise 6.16 Show that the eigenvalues of the real matriz

C— {(1) ” (6.10)

are both equal to one, and that the only eigenvectors are non-zero multiples
of the vector (1,0)T. Compute CTC and CCT. Are they equal?
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6.12 It is Good to be “Normal”

For a given linear operator, when does there exist an orthonormal basis for
V' consisting of eigenvectors of 77 The answer is: When T is normal.

Consider an N by N matrix A. We use A to define a linear operator T
on the space of column vectors V = CV by Tw = Av, that is, the operator
T works by multiplying each column vector v in CV by the matrix A.
Then A represents T with respect to the usual orthonormal basis A for
C¥. Suppose now that there is an orthonormal basis U = {ul,...,u™} for
CV such that

Au™ = Apu”,

for each n. The matrix representing T in the basis U is the matrix B =
Q'AQ, where Q is the change-of-basis matrix with

Qlvlu = [v]a.

But we also know that B is the diagonal matrix B = L =diag(A1, ..., An).
Therefore, L = Q7 1AQ, or A= QLQ ™ .

As we saw in Exercise (6.11), the matrix Q is unitary, that is, Q! = QF.
Therefore, A = QLQ'. Then we have

AT A = QLTQTQLQT — QLTLQT
= QLLIQ" = QLQ'QLQ! = AAT,
so that
ATA = AAT,
and A is normal.

Two fundamental results in linear algebra are the following, which we
discuss in more detail in the chapter “Appendix: Normal Matrices” .

Theorem 6.1 For a linear operator T on a finite-dimensional complex
inner-product space V' there is an orthonormal basis of eigenvectors if and
only if T is normal.

Corollary 6.2 A self-adjoint linear operator T on a finite-dimensional
complez inner-product space V has an orthonormal basis of eigenvectors.

Exercise 6.17 Show that the eigenvalues of a self-adjoint linear operator
T on a finite-dimensional complex inner-product space are real numbers.
Hint: consider Tu = M\u, and begin with A(u,u) = (T'u,u).

Combining the various results obtained so far, we can conclude the follow-

ing.

Corollary 6.3 Let T be a linear operator on a finite-dimensional real
inner-product space V. Then V has an orthonormal basis consisting of
etgenvectors of T if and only if T is self-adjoint.
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Chapter 7

Complex Exponentials

The most important signals considered in signal processing are sinusoids,
that is, sine or cosine functions. A complex sinusoid is a function of the
real variable ¢ having the form

f(t) = coswt + isinwt, (7.1)

for some real frequency w. Complex sinusoids are also called complex ex-
ponential functions.

7.1 Why “Exponential”?

Complex exponential functions have the property f(t + u) = f(t)f(u),
which is characteristic of exponential functions. This property can be easily
verified for f(¢) using trigonometric identities.

Exponential functions in calculus take the form g(t) = a', for some
positive constant a; the most famous of these is g(t) = e'. The function
f(t) in Equation (7.1) has complex values, so cannot be f(t) = a' for
any positive a. But, what if we let a be complex? If it is the case that
f(t) = a® for some complex a, then, setting t = 1, we would have a =
f(1) = cosw + isinw. This is the complex number denoted e’; to see why
we consider Taylor series expansions.

7.2 Taylor-series expansions

The Taylor series expansion for the exponential function g(t) = e is

1 1.
t 2 3
=1ttt ottt (7.2)
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If we replace t with iw, where i = v/—1, we obtain

) 1 1
e =(1- an + Ew‘l —)Filw— W+ —w — ). (7.3)

We recognize the two series in Equation (7.3) as the Taylor-series expan-
sions for cosw and sin w, respectively, so we can write
i

e = cosw + isinw.

Therefore the complex exponential function in Equation (7.1) can be writ-
ten

f(t) — (eiw)t — eiwt.
If A=|Ale", then the signal h(t) = Ae™* can be written

h(t) = |4,

here A is called the complex amplitude of the signal h(t), with positive
amplitude |A| and phase 6.

7.3 Basic Properties

The laws of exponents apply to the complex exponential functions, so, for

example, we can write

et giwu ezw(tJru)'

Note also that the complex conjugate of e™? is

eiwt — efiwt

It follows directly from the definition of ¢ that

1 . )
si t) = — wt _ —iwt
in(wt) 5 le e,
and .
COS(a)t) — 5[eiwt 4 67iwt].
Exercise 7.1 Show that
o 4 eib — ez‘“T“[ei“gb +67i“;b] _ 9pi % cos(a ; b)’
and
oo e = T et = 20 sin(C0)
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Exercise 7.2 Use the formula for the sum of a geometric progression,
L+r+r2+ .+ =1 —r"h/1-r),

to show that

N : N-—M+1
Z eiwn _ ei 1\/1-2¢—N s1n(w#) (74)
=, sin(%)

Exercise 7.3 Ezxpress the result in the previous exercise in terms of real
and imaginary parts to show that

a M + N _sin(wN=01)
cos(wn) = cos( ) — ,
=, 2 sin(%)
and
N

. . M+N sin(w%)
Z sin(wn) = sin( 5 ) sn(z)

n=M 2
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Chapter 8

The Fourier Transform

As we noted previously, the Fourier transform in one and two dimensions
plays an important role in transmission tomographic image reconstruction,
both in the theoretical formulation and in the practical implementation.
In fact, in many areas of remote sensing, including MRI, what we want is
related by the Fourier transform to what we can measure.

In this chapter we review the basic properties of the Fourier transform.

8.1 Fourier-Transform Pairs

Let f(x) be defined for the real variable z in (—oo,00). The Fourier trans-
form of f(x) is the function of the real variable v given by

F(y) = /jo f(x)e""d. (8.1)

Precisely how we interpret the infinite integrals that arise in the discussion
of the Fourier transform will depend on the properties of the function f(x).
A detailed treatment of this issue, which is beyond the scope of this book,
can be found in almost any text on the Fourier transform (see, for example,
[124]).

8.1.1 The Issue of Units

When we write cosm = —1, it is with the understanding that 7 is a mea-
sure of angle, in radians; the function cos will always have an independent
variable in units of radians. By extension, the same is true of the complex
exponential functions. Therefore, when we write e’*7, we understand the
product z7y to be in units of radians. If x is measured in seconds, then
~ is in units of radians per second; if x is in meters, then ~ is in units of
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radians per meter. When z is in seconds, we sometimes use the variable
5 since 27 is then in units of radians per cycle, the variable 5= is in units
of cycles per second, or Hertz. When we sample f(z) at values of  spaced
A apart, the A is in units of z-units per sample, and the reciprocal, i,
which is called the sampling frequency, is in units of samples per x-units.
If z is in seconds, then A is in units of seconds per sample, and % is in
units of samples per second.

8.1.2 Reconstructing from Fourier-Transform Data

Our goal is often to reconstruct the function f(x) from measurements of
its Fourier transform F'(v). But, how?

If we have F(y) for all real v, then we can recover the function f(z)
using the Fourier Inversion Formula:

f@) = 5 [ P, (5.2)

:ﬂ_oo

The functions f(z) and F(y) are called a Fourier-transform pair. Once
again, the proper interpretation of Equation (8.2) will depend on the prop-
erties of the functions involved. If both f(z) and F(v) are measurable
and absolutely integrable then both functions are continuous. In the next
chapter, we prove the Fourier Inversion Formula for the functions in the
Schwartz class [124].

8.1.3 An Example

Consider the function f(z) = 55, for x| < A, and f(z) = 0, otherwise.

The Fourier transform of this f(z) is

F(y) = 24,
Y

for all real v # 0, and F(0) = 1. Note that F(v) is nonzero throughout
the real line, except for isolated zeros, but that it goes to zero as we go
to the infinities. This is typical behavior. Notice also that the smaller the
A, the slower F(v) dies out; the first zeros of F(vy) are at |y| = %, so the
main lobe widens as A goes to zero. The function f(z) is not continuous,
so its Fourier transform cannot be absolutely integrable. In this case, the
Fourier Inversion Formula must be interpreted as involving convergence in
the L? norm.

It may seem paradoxical that when A is larger, its Fourier transform dies
off more quickly. The Fourier transform F'(vy) goes to zero faster for larger A
because of destructive interference. Because of differences in their complex
phases as x varies, the magnitude of the sum of the complex exponential
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functions e?® is much smaller than we might expect, especially when A
is large. For smaller A the = are more similar to one another and so the
complex exponential functions are much more in phase with one another;
consequently, the magnitude of the sum remains large. A more quantitative
statement of this phenomenon is provided by the uncertainty principle (see
[58]).

8.1.4 The Dirac Delta

Consider what happens in the limit, as A — 0. Then we have an infinitely
high point source at = 0; we denote this by §(x), the Dirac delta. The
Fourier transform approaches the constant function with value 1, for all ~;
the Fourier transform of f(z) = d(z) is the constant function F'(v) = 1, for
all 7. The Dirac delta 6(z) has the sifting property:

for each function h(x) that is continuous at z = 0.
Because the Fourier transform of d(x) is the function F(y) = 1, the
Fourier inversion formula tells us that

é(z) = %/ e~ Ny, (8.3)

Obviously, this integral cannot be understood in the usual way. The inte-
gral in Equation (8.3) is a symbolic way of saying that

/ h(x)(i / h e~ dry)dx = / h(z)d(x)dz = h(0), (8.4)

2 J_

for all h(z) that are continuous at z = 0; that is, the integral in Equation
(8.3) has the sifting property, so it acts like §(x). Interchanging the order
of integration in Equation (8.4), we obtain

/h(m)(% /Z e % dy)dx = % /O:O(/ h(z)e™ % dx)dy

1 o0

zﬂ .

(=)t = o= [ )y = o)

We shall return to the Dirac delta when we consider farfield point sources.

8.2 Practical Limitations

In actual remote-sensing problems, arrays of sensors cannot be of infinite
extent. In digital signal processing, moreover, there are only finitely many
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sensors. We never measure the entire Fourier transform F(v), but, at best,
just part of it; as we shall see in the chapter on planewave propagation,
in the direct transmission problem we measure F'(v) only for v = k, with
|k| < %, with w the frequency and c the propagation speed. In fact, the
data we are able to measure is almost never exact values of F'(y), but rather,
values of some distorted or blurred version. To describe such situations,
we usually resort to convolution-filter models.

8.3 Convolution Filtering

Imagine that what we measure are not values of F(v), but of F(y)H(y),
where H () is a function that describes the limitations and distorting effects
of the measuring process, including any blurring due to the medium through
which the signals have passed, such as refraction of light as it passes through
the atmosphere. If we apply the Fourier Inversion Formula to F(v)H(v),
instead of to F(v), we get

= % / F(y)H(y)e "*dx. (8.5)

The function g(z) that results is g(z) = (f * h)(x), the convolution of the
functions f(z) and h(z), with the latter given by

g9(z)

h(z) = % /H(fy)e*iwdx.

Note that, if f(x) = d(x), then g(z) = h(z); that is, our reconstruction of
the object from distorted data is the function h(x) itself. For that reason,
the function h(x) is called the point-spread function of the imaging system.

Convolution filtering refers to the process of converting any given func-
tion, say f(z), into a different function, say g(x), by convolving f(z) with
a fixed function h(x). Since this process can be achieved by multiplying
F(v) by H(~) and then inverse Fourier transforming, such convolution fil-
ters are studied in terms of the properties of the function H (), known in
this context as the system transfer function, or the optical transfer func-
tion (OTF); when + is a frequency, rather than a spatial frequency, H(v)
is called the frequency-response function of the filter. The function |H(v)|,
the magnitude of H(7), is called the modulation transfer function (MTF).
The study of convolution filters is a major part of signal processing. Such
filters provide both reasonable models for the degradation signals undergo,
and useful tools for reconstruction.

Let us rewrite Equation (8.5), replacing F'(y) and H(y) with their def-
initions, as given by Equation (8.1). Then we have

o) = 5= [([ etan [ o)edse
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Interchanging the order of integration, we get

o@) = 5= [ [ 1ons)( [ e Daasat

Now using Equation (8.3) to replace the inner integral with 276 (x— (t+5)),
the next integral becomes

o / h(s)3(x — (¢ + ))ds = 2rh(z — 1).
Finally, we have

o) = [ (o~ vy (3.6)

this is the definition of the convolution of the functions f and h.

8.4 Low-Pass Filtering

A major problem in image reconstruction is the removal of blurring, which
is often modeled using the notion of convolution filtering. In the one-
dimensional case, we describe blurring by saying that we have available
measurements not of F(vy), but of F(vy)H(v), where H(vy) is the frequency-
response function describing the blurring. If we know the nature of the
blurring, then we know H(7), at least to some degree of precision. We can
try to remove the blurring by taking measurements of F(y)H (), dividing
these numbers by the value of H(y), and then inverse Fourier transform-
ing. The problem is that our measurements are always noisy, and typical
functions H () have many zeros and small values, making division by H ()
dangerous, except where the values of H(y) are not too small. These values
of v tend to be the smaller ones, centered around zero, so that we end up
with estimates of F'(vy) itself only for the smaller values of v. The result is
a low-pass filtering of the object f(x).

To investigate such low-pass filtering, we suppose that H(y) = 1, for
|v| < T, and is zero, otherwise. Then the filter is called the ideal I'-lowpass
filter. In the farfield propagation model, the variable = is spatial, and the
variable ~ is spatial frequency, related to how the function f(z) changes
spatially, as we move z. Rapid changes in f(z) are associated with values of
F(v) for large . For the case in which the variable x is time, the variable
becomes frequency, and the effect of the low-pass filter on f(x) is to remove
its higher-frequency components.

One effect of low-pass filtering in image processing is to smooth out the
more rapidly changing features of an image. This can be useful if these
features are simply unwanted oscillations, but if they are important de-
tail, the smoothing presents a problem. Restoring such wanted detail is



76 CHAPTER 8. THE FOURIER TRANSFORM

often viewed as removing the unwanted effects of the low-pass filtering; in
other words, we try to recapture the missing high-spatial-frequency val-
ues that have been zeroed out. Such an approach to image restoration is
called frequency-domain extrapolation . How can we hope to recover these
missing spatial frequencies, when they could have been anything? To have
some chance of estimating these missing values we need to have some prior
information about the image being reconstructed.

8.5 Two-Dimensional Fourier Transforms

More generally, we consider a function f(x,y) of two real variables. Its
Fourier transformation is

F(a,ﬁ)://f(x,y)ei(””“+yﬁ)dxdy. (8.7)

For example, suppose that f(z,y) = 1 for /22 +y? < R, and zero,
otherwise. Then we have

T R
F(Oé,,())) _ / / efi(arcos 0+ 0r sin G)Td’l’do.
—mJO

In polar coordinates, with v = pcos ¢ and 8 = psin ¢, we have

R ™
F(p,¢) = / / e'mPeos(0=9) dordy.
0 -

The inner integral is well known;

/ eirpeos(0=¢) gy — 2w Jo(rp),

—T

where Jy denotes the Oth order Bessel function. Using the identity

/ t" 1 (t)dt = 2" J,(2),
0

we have
F(Pv ¢) = Tnfl(PR)-

Notice that, since f(z,y) is a radial function, that is, dependent only on
the distance from (0,0) to (z,y), its Fourier transform is also radial.

The first positive zero of Ji(t) is around ¢ = 4, so when we measure
F at various locations and find F(p,¢) = 0 for a particular (p, ¢), we can
estimate R =~ 4/p. So, even when a distant spherical object, like a star,
is too far away to be imaged well, we can sometimes estimate its size by
finding where the intensity of the received signal is zero [161].
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8.5.1 Two-Dimensional Fourier Inversion

Just as in the one-dimensional case, the Fourier transformation that pro-
duced F(a, 3) can be inverted to recover the original f(z,y). The Fourier
Inversion Formula in this case is

flz,y) = 4—; / / F(a, B)e” @48 dadg. (8.8)

It is important to note that this procedure can be viewed as two one-
dimensional Fourier inversions: first, we invert F'(a, 3), as a function of,
say, 0 only, to get the function of o and y

ey = 5= [ Flap)e s,

second, we invert g(a, y), as a function of a, to get

fla,y) = i/g(oz,y)e_m’”doa
2w
If we write the functions f(z,y) and F(«, ) in polar coordinates, we obtain
alternative ways to implement the two-dimensional Fourier inversion. We
shall consider these other ways when we discuss the tomography problem
of reconstructing a function f(x,y) from line-integral data.

8.6 Fourier Series

Students typically encounter Fourier series before they see Fourier trans-
forms. Suppose that F(y) is zero outside of the interval [-I',T']. For
integers n and A = [, the complex exponential functions A are 2T-
periodic, and mutually orthogonal; that is, for m # n, we have

T
/ ez')l71,Ae—Vyrr1,Ad,y —0.
-

The objective in Fourier series is to express the function F(vy), for v in
[T, T, as a sum of these complex exponential functions,

F(y)= Y ane?, (8.9)

for some choice of the coefficients a,,.
Multiplying both sides of Equation (8.9) by e~ and integrating
from —I" to I, we find that

r
/ F(y)e "™Ady = 2Tayy,.
-
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Notice that r
[ Fee s = angma
-r

also. Consequently, we have
am = Af(mA).

This gives us the important result that whenever F(v) is zero outside an
interval [-I',T'], we can recover F(v), and thereby f(z) also, from the
infinite discrete set of samples f(mA), for A = E. In signal processing this
result is called Shannon’s Sampling Theorem.

If G(v) is also zero for |y| > T, then it follows from the orthogonality
of the complex exponential functions e?™* that

L — > S
o FF(“Y)G(’Y)CW: A DN f(nA)g(nd);
this is Parseval’s Equation.
Note that if F'(y) = 0 for |y| > I', then the same is true if we replace I'
with any larger value. It follows that in Shannon’s Sampling Theorem we

need only that A < %

8.7 The Discrete Fourier Transform

s

Suppose again that F(y) is zero for |y| > T' and let A = %. In real
applications we never have the entire infinite set of samples {f(nA)}; at
best, we would have a finite subset of these, say for n =1 ton = N. If our
goal is to estimate F(v), we might choose the discrete Fourier transform

(DFT) estimate
N

Fprr(y) =AY f(nA)e™.
n=1
The DFT estimate Fippr(7) is data consistent; its inverse Fourier-transform
value at x = nA is f(nA) for n =1,...,N. The DFT is sometimes used in
a slightly more general context in which the coefficients are not necessarily
viewed as samples of a function f(z).

Once we have decided to use the DFT estimate for the function F(v),
we would want to evaluate this estimate at some number of values of -,
so that, for example, we could plot this function. When N is not large
(say, several hundred), this poses no problem. But in many applications,
especially image processing, IV is in the thousands or more, and evaluating
the DFT estimate at that many points without a fast algorithm is too
costly and time-consuming. The fast Fourier transform is an algorithm for
performing this calculation quickly.



8.8. THE FAST FOURIER TRANSFORM 79

8.8 The Fast Fourier Transform

A fundamental problem in signal processing is to estimate finitely many
values of the function F(v) from finitely many values of its (inverse) Fourier
transform, f(z). As we shall see, the DFT arises in several ways in that
estimation effort. The fast Fourier transform (FFT), discovered in 1965 by
Cooley and Tukey, is an important and efficient algorithm for calculating
the vector DFT [89]. John Tukey has been quoted as saying that his main
contribution to this discovery was the firm and often voiced belief that such
an algorithm must exist.

8.8.1 Evaluating a Polynomial

To illustrate the main idea underlying the FFT, consider the problem of
evaluating a real polynomial P(z) at a point, say « = ¢. Let the polynomial
be

P(z)=ap+ a1z + asx® + ... + agx X,

where asx might be zero. Performing the evaluation efficiently by Horner’s
method,

P(c) = ((a2xc+ asx—1)c+ a2k —2)c+ asg—3)C + ...y

requires 2K multiplications, so the complexity is on the order of the degree
of the polynomial being evaluated. But suppose we also want P(—c). We
can write

P(x) = (ap + agz® + ... + aQKxQK) +x(ay + azx® + ... + a2K_1I2K—2)

or

P(x) = Q(2?) + zR(z?).

Therefore, we have P(c) = Q(c?) + cR(c?) and P(—c) = Q(c?) — cR(c?).
If we evaluate P(c) by evaluating Q(c?) and R(c?) separately, one more
multiplication gives us P(—c) as well. The FFT is based on repeated use
of this idea, which turns out to be more powerful when we are using complex
exponentials, because of their periodicity.

8.8.2 The DFT and the Vector DFT

Given the complex N-dimensional column vector f = (fo, f1,..., fn—1)7,
define the DF'T of vector f to be the function DFT¢(vy), defined for « in

[0, 27), given by

N-1
DFT:(y) = Z fne™.
n=0
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Let F be the complex N-dimensional vector F = (Fy, Fy, ..., Fy_1)T, where
F, = DFT¢(27k/N),k = 0,1,...,N — 1. So the vector F consists of N
values of the function DFT¢, taken at N equi-spaced points 27 /N apart in
[0, 27).

From the formula for DFTy we have, for k=0,1,.... N — 1,

N-1
Fp =FQ2rk/N) =Y foe®™ /N, (8.10)

n=0
To calculate a single F}, requires N multiplications; it would seem that to
calculate all N of them would require N2 multiplications. However, using

the FFT algorithm, we can calculate vector F in approximately N log,(N)
multiplications.

8.8.3 Exploiting Redundancy
Suppose that N = 2M is even. We can rewrite Equation (8.10) as follows:

M—-1 M—1
Fy, = § f2m627rz(2m)k/N + § fzrnJrleZTrz(Q'm-i—l)k:/N7
m=0 m=0

or, equivalently,

M—-1 M—-1
F, = Z f2m627rimk/M + eQﬂ'ik/N Z f2m+16277imk/M. (811)
m=0 m=0

Note that if 0 < k < M — 1 then

M—1 M-—1
FkJrM — § f2m€27rzmk/M _ e?ﬂzk/N E f2m+1627”7nk/M, (812)
m=0 m=0

so there is no additional computational cost in calculating the second half
of the entries of F, once we have calculated the first half. The FFT is the
algorithm that results when we take full advantage of the savings obtainable
by splitting a DF'T calculating into two similar calculations of half the size.

We assume now that N = 2L, Notice that if we use Equations (8.11)
and (8.12) to calculate vector F, the problem reduces to the calculation of
two similar DFT evaluations, both involving half as many entries, followed
by one multiplication for each of the k between 0 and M — 1. We can split
these in half as well. The FFT algorithm involves repeated splitting of the
calculations of DFT's at each step into two similar DFTs, but with half the
number of entries, followed by as many multiplications as there are entries
in either one of these smaller DFTs. We use recursion to calculate the cost
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C(N) of computing F using this FFT method. From Equation (8.11) we
see that C'(N) = 2C(N/2) + (N/2). Applying the same reasoning to get
C(N/2) = 2C(N/4) + (N/4), we obtain

C(N) =2C(N/2) + (N/2) = AC(N/4) + 2(N/2) =

=2LC(N/2%) + L(N/2) = N + L(N/2).

Therefore, the cost required to calculate F is approximately N log, N.
The FFT can be used to calculate the periodic convolution (or even the
nonperiodic convolution) of finite length vectors.

8.8.4 Estimating the Fourier Transform

Finally, let’s return to the original context of estimating the Fourier trans-
form F'() of function f(z) from finitely many samples of f(z). If we have
N equi-spaced samples, we can use them to form the vector f and perform
the FFT algorithm to get vector F consisting of N values of the DFT es-
timate of F(w). It may happen that we wish to calculate more than N
values of the DFT estimate, perhaps to produce a smooth looking graph.
We can still use the FFT, but we must trick it into thinking we have more
data that the N samples we really have. We do this by zero-padding. In-
stead of creating the N-dimensional vector f, we make a longer vector by
appending, say, J zeros to the data, to make a vector that has dimension
N + J. The DFT estimate is still the same function of ~y, since we have
only included new zero coefficients as fake data; but, the FFT thinks we
have N + J data values, so it returns N + J values of the DFT, at N + J
equi-spaced values of v in [0, 27).

8.8.5 The Two-Dimensional Case

Suppose now that we have the data { f(mAz,nA,)}, for m =1, ..., M and
n =1,..,N, where A, > 0 and A, > 0 are the sample spacings in the
x and y directions, respectively. The DFT of this data is the function
FDFT(O(, 6) defined by

M N
FDFT(a ﬁ Z Z mAz, nA z amArJrﬁnAy)

for |a| < 7/A, and || < ©/A,. The two-dimensional FFT produces M N
values of Fppr(a, ) on a rectangular grid of M equi-spaced values of «
and N equi-spaced values of 3. This calculation proceeds as follows. First,
for each fixed value of n, a FFT of the M data points { f(mA,, nA,)}, m =
1,...,M is calculated, producing a function, say G(am,nA,), of M equi-
spaced values of a and the N equi-spaced values nA,. Then, for each
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of the M equi-spaced values of «, the FFT is applied to the IV values
G(am,nAy),n=1,...,N, to produce the final result.



Chapter 9

Prony’s Method

The date of publication of [202] is often taken by editors to be a typograph-
ical error and is replaced by 1995; or, since it is not written in English,
perhaps 1895. But the 1795 date is the correct one. The mathematical
problem Prony solved arises also in signal processing, and his method for
solving it is still used today. Prony’s method is also the inspiration for the
eigenvector methods described in our next chapter.

9.1 Prony’s Problem

Prony considers a function of the form

N
s(t) =Y ane™, (9.1)

where we allow the a, and the 7, to be complex. If we take the v, = iw,
to be imaginary, s(t) becomes the sum of complex exponentials; if we take
~n to be real, then s(t) is the sum of real exponentials, either increasing
with ¢ or decreasing with ¢. The problem is to determine from samples of
s(t) the number N, the =, and the a,.

9.2 Prony’s Method

Suppose that we have data y,, = s(mA), for some A > 0 and for m =
1,..., M, where we assume that M = 2N. We seek a vector c with entries
¢j, § = 0,..., N such that

CoYk+1 t C1¥k+2 + C2Ykt3 + .. + eNYrtN+1 = 0, (9.2)
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for k = 0,1,....M — N — 1. So, we want a complex vector ¢ in CN+!
orthogonal to M — N = N other vectors. In matrix-vector notation we are
solving the linear system

Y1 Y2 .o YN+1 o 0
Y2 Ys - YN42 c1 0
YN YN+1 - YM cN 0

which we write as Yc¢ = 0. Since Y'Y ¢ = 0 also, we see that c is an eigen-
vector associated with the eigenvalue zero of the hermitian nonnegative
definite matrix YTY.

Fix a value of k and replace each of the yx; in Equation (9.2) with the
value given by Equation (9.1) to get

N N

0= Z an[z cje"’"(k+j+1)A]

n=0 7=0

N N )
= ane DAY ey B,
n—=0 =0

Since this is true for each of the N fixed values of k, we conclude that the
inner sum is zero for each n; that is,

N

Y (e =0,

Jj=0

for each n. Therefore, the polynomial
N
C(z) = Z ¢’
j=0

has for its roots the N values z = e’®. Once we find the roots of this
polynomial we have the values of 7,. Then, we obtain the a, by solving
a linear system of equations. In practice we would not know N so would
overestimate N somewhat in selecting M. As a result, some of the a,
would be zero.

If we believe that the number N is considerably smaller than M, we do
not assume that 2N = M. Instead, we select L somewhat larger than we



9.2. PRONY’S METHOD 85

believe IV is and then solve the linear system

r Y2 yL-l-l- r0T
Co
Yo Y3 o YL+2 0
C1
. 0
(&5
Lym—rL YM—-L+1 - Ym LOJ

This system has M — L equations and L 4+ 1 unknowns, so is quite over-
determined. We would then use the least-squares approach to obtain the
vector ¢. Again writing the system as Yc = 0, we note that the matrix
Y1Y is L+1 by L+1 and has A = 0 for its lowest eigenvalue; therefore, it is
not invertible. When there is noise in the measurements, this matrix may
become invertible, but will still have at least one very small eigenvalue.

Finding the vector c in either case can be tricky because we are look-
ing for a nonzero solution of a homogeneous system of linear equations.
For a discussion of the numerical issues involved in these calculations, the
interested reader should consult the book by Therrien [224].
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Chapter 10

Eigenvector Methods

Prony’s method showed that information about the signal can sometimes
be obtained from the roots of certain polynomials formed from the data.
Eigenvector methods assume the data are correlation values and involve

polynomials formed from the eigenvectors of the correlation matrix. Schmidt’s

multiple signal classification (MUSIC) algorithm is one such method [211].
A related technique used in direction-of-arrival array processing is the esti-
mation of signal parameters by rotational invariance techniques (ESPRIT)
of Paulraj, Roy, and Kailath [195].

We suppose now that the function f(t) being measured is signal plus
noise, with the form

J
FO) =Y |4 lee™™it +n(t) = s(t) +n(t),

=1

where the phases 0; are random variables, independent and uniformly dis-
tributed in the interval [0, 27), and n(t) denotes the random complex sta-
tionary noise component. Assume that E(n(t)) = 0 for all ¢ and that
the noise is independent of the signal components. We want to estimate
J, the number of sinusoidal components, their magnitudes |A4;| and their
frequencies wj.

The autocorrelation function associated with s(¢) is

J
) = S Al
j=1
and the signal power spectrum is the Fourier transform of r,(7),
J
Ry(w) =Y 14;0(w — w;).
j=1

87



88 CHAPTER 10. EIGENVECTOR METHODS

The noise autocorrelation is denoted r,,(7) and the noise power spectrum
is denoted R, (w). For the remainder of this section we shall assume that
the noise is white noise; that is, R, (w) is constant and r,(7) = 0 for 7 # 0.

We collect samples of the function f(t) and use them to estimate some
of the values of rs(7). From these values of 74(7), we estimate Rs(w),
primarily looking for the locations w; at which there are delta functions.

We assume that the samples of f(t) have been taken over an interval
of time sufficiently long to take advantage of the independent nature of
the phase angles §; and the noise. This means that when we estimate the
(1) from products of the form f(t + 7)f(t), the cross terms between one
signal component and another, as well as between a signal component and
the noise, are nearly zero, due to destructive interference coming from the
random phases.

Suppose now that we have the values r¢(m) form = —(M—1), ..., M —1,
where M > J, r¢(m) = r5(m) for m # 0, and r¢(0) = r4(0) + o2, for o2
the variance (or power) of the noise. We form the M by M autocorrelation
matrix R with entries R, = ry(m — k).

Exercise 10.1 Show that the matriz R has the following form:
J
R = Z ‘AJ‘QGJGI + 0'2.[,
j=1

where e; is the column vector with entries e~ wim form = —(M-1),..., M—
1.

Let A1 > X2 > ... > Ay > 0 be the eigenvalues of R and let u™ be a
norm-one eigenvector associated with A,,.

Exercise 10.2 Show that A\, = 02 form = J +1,..., M, while A\, > 02
form=1,...,J.

Hint: Since M > J the M — J orthogonal eigenvectors u™ corresponding
to Ap, for m = J +1,..., M will be orthogonal to each of the e;. Then
consider the quadratic forms (u™)f Ru™.

By calculating the eigenvalues of R and noting how many of them are
greater than the smallest one, we find J. Now we seek the w;.
For each w let e, have the entries e=*™ and form the function

M

Tw)= > lelu™.

m=J+1
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This function T'(w) will have zeros at precisely the values w = wj, for
j=1,...,J. Once we have determined J and the w;, we estimate the magni-
tudes |A;| using Fourier transform estimation techniques already discussed.
This is basically Schmidt’s MUSIC method.
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Part IV

Algorithms
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Chapter 11

ART and MART

The algebraic reconstruction technique (ART) was introduced by Gordon,
Bender and Herman [132] as a method for discrete image reconstruction in
transmission tomography. It was noticed somewhat later that the ART is
a special case of Kaczmarz’s algorithm [154].

11.1 The ART in Tomography

For i =1,...,I, let L; be the set of pixel indices j for which the j-th pixel
intersects the i-th line segment, and let |L;| be the cardinality of the set
L;. Let A;; =1 for j in L;, and A;; = 0 otherwise. With ¢ = k(mod I)+1,
the iterative step of the ART algorithm is

1
oith =2k + T (bi — (Az*),), (11.1)
for j in L;, and
= ok, (11.2)

if j is not in L;. In each step of ART, we take the error, b; — (Az¥);,
associated with the current z* and the i-th equation, and distribute it
equally over each of the pixels that intersects Lj;.

A somewhat more sophisticated version of ART allows A;; to include
the length of the i-th line segment that lies within the j-th pixel; A;; is
taken to be the ratio of this length to the length of the diagonal of the
j-pixel.

More generally, ART can be viewed as an iterative method for solving
an arbitrary system of linear equations, Ax = b.
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11.2 The ART in the General Case

Let A be a complex matrix with I rows and J columns, and let b be a
member of C!. We want to solve the system Az = b.

For each index value i, let H; be the hyperplane of J-dimensional vectors
given by

Hi = {$|(AZ‘)Z = bl}, (11.3)

and P; the orthogonal projection operator onto H;. Let 0 be arbitrary
and, for each nonnegative integer k, let i(k) = k(mod I) + 1. The iterative
step of the ART is

" = Pyt (11.4)

Because the ART uses only a single equation at each step, it has been called
a row-action method .

11.2.1 Calculating the ART

Given any vector z the vector in H; closest to z, in the sense of the Euclidean
distance, has the entries

J
2y = 2+ A (b — (A2))) Y [ Al (11.5)

To simplify our calculations, we shall assume, throughout this chapter, that
the rows of A have been rescaled to have Euclidean length one; that is

J
Z |Ayl* =1, (11.6)
=1

foreach i = 1, ..., I, and that the entries of b have been rescaled accordingly,
to preserve the equations Az = b. The ART is then the following: begin
with an arbitrary vector x%; for each nonnegative integer k, having found
z¥. the next iterate 2**! has entries
2T = 2+ Ay (b — (AxF)). (11.7)
When the system Ax = b has exact solutions the ART converges to the
solution closest to z°, in the 2-norm. How fast the algorithm converges
will depend on the ordering of the equations and on whether or not we use
relaxation. In selecting the equation ordering, the important thing is to
avoid particularly bad orderings, in which the hyperplanes H; and H;
are nearly parallel.
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11.2.2 Full-cycle ART
We also consider the full-cycle ART, with iterative step zF+1 = T'2*, for

T=PP_,- - PP,. (11.8)

When the system Az = b has solutions, the fixed points of T" are solutions.
When there are no solutions of Ax = b, the operator T' will still have fixed
points, but they will no longer be exact solutions.

11.2.3 Relaxed ART

The ART employs orthogonal projections onto the individual hyperplanes.
If we permit the next iterate to fall short of the hyperplane, or somewhat
beyond it, we get a relaxed version of ART.The relaxed ART algorithm is
as follows:

Algorithm 11.1 (Relaxed ART) With w € (0,2), 2° arbitrary, and
i=k(modI)+1, let

oi = 2k + WA (b — (Azh))). (11.9)
The relaxed ART converges to the solution closest to z¥, in the consis-
tent case. In the inconsistent case, it does not converge, but subsequences

associated with the same ¢ converge to distinct vectors, forming a limit
cycle.

11.2.4 Constrained ART

Let C be a closed, nonempty convex subset of C/ and Pox the orthogonal
projection of x onto C. If there are solutions of Ax = b that lie within C,
we can find them using the constrained ART algorithm:

Algorithm 11.2 (Constrained ART) With 2° arbitrary and i = k(mod I)+
1, let

x?“ = Pc(xf +A7ij(bi - (Amk)z)) (11.10)

For example, if A and b are real and we seek a nonnegative solution to
Az = b, we can use

Algorithm 11.3 (Non-negative ART) With z® arbitrary andi = k(mod I)+
1, let

x§+1 = (935€ + A (b — (Al'k)i))+a (11.11)

where, for any real number a, ay = max{a,0}.
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The constrained ART converges to a solution of Ax = b within C, whenever
such solutions exist.

Noise in the data can manifest itself in a variety of ways; we have seen
what can happen when we impose positivity on the calculated least-squares
solution, that is, when we minimize || Az — bl|2 over all non-negative vectors
x. Theorem 11.1 tells us that when J > I, but Az = b has no non-negative
solutions, the non-negatively constrained least-squares solution can have at
most I — 1 non-zero entries, regardless of how large J is. This phenomenon
also occurs with several other approximate methods, such as those that
minimize the cross-entropy distance.

Definition 11.1 The matriz A has the full-rank property if A and every
matriz QQ obtained from A by deleting columns have full rank.

Theorem 11.1 Let A have the full-rank property. Suppose there is no
nonnegative solution to the system of equations Ax = b. Then there is a
subset S of the set {j = 1,2,...,J}, with cardinality at most I — 1, such
that, if & is any minimizer of ||Ax — bl|2 subject to x > 0, then &; =0 for
7 not in S. Therefore, T is unique.

For a proof, see the chapter on optimization.

11.2.5 When Az = b Has Solutions

For the consistent case, in which the system Ax = b has exact solutions,
we have the following result.

Theorem 11.2 Let A% = b and let 2° be arbitrary. Let {x*} be generated
by Equation (11.7). Then the sequence {||& — x*||2} is decreasing and {z*}
converges to the solution of Ax = b closest to z°.

The proof of the following lemma follows immediately from the defini-
tion of the ART iteration.

Lemma 11.1 Let 2° and y° be arbitrary and {z*} and {y*} be the se-
quences generated by applying the ART algorithm, beginning with x° and
yY, respectively; that is, y*t! = Pi(k)yk. Then

I
12 = Ol = lla” =15 =D (A2 1) — (Ay' ™). (11.12)
i=1

Proof of Theorem 11.2: Let A% = b. Let v7 = (Az™/+~1); and v" =
(7, ..,vN)T for 1 = 0,1,.... It follows from Equation (11.12) that the
sequence {||2 — 2"!||2} is decreasing and the sequence {v" — b} — 0. So
{2z"1} is bounded; let 2*° be a cluster point. Then, for i = 1,2, ..., I, let
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x*% be the successor of z**~! using the ART algorithm. It follows that
(Az**=1); = b; for each i, from which we conclude that x*9 = z* for all
i and that Az*° = b. Using 2*° in place of the arbitrary solution &, we
have that the sequence {||z*? — z*||5} is decreasing. But a subsequence
converges to zero, so {x*} converges to z*Y. By Equation (11.12), the
difference ||Z — 2¥||3 — ||2 — 2¥||3 is independent of which solution & we
pick; consequently, so is ||2 — 2°||3 — || — 2*||3. Tt follows that z*0 is the
solution closest to £°. This completes the proof. |

11.2.6 When Az = b Has No Solutions

When there are no exact solutions, the ART does not converge to a single
vector, but, for each fixed 7, the subsequence {z"/*% n = 0,1, ...} converges
to a vector 2° and the collection {z%|i = 1,...,I} is called the limit cycle.
This was shown by Tanabe [223] and also follows from the results of De
Pierro and Tusem [98]. Proofs of subsequential convergence are given in
[59, 60].

The ART limit cycle will vary with the ordering of the equations, and
contains more than one vector unless an exact solution exists. There are
several open questions about the limit cycle.

Open Question: For a fixed ordering, does the limit cycle depend on the
initial vector z°? If so, how?

11.2.7 The Geometric Least-Squares Solution

When the system Ax = b has no solutions, it is reasonable to seek an ap-
proximate solution, such as the least squares solution, xyg = (ATA)~1Afb,
which minimizes ||Az —b||2. It is important to note that the system Az = b
has solutions if and only if the related system W Ax = Wb has solutions,
where W denotes an invertible matrix; when solutions of Az = b exist, they
are identical to those of WAz = Wh. But, when Az = b does not have
solutions, the least-squares solutions of Az = b, which need not be unique,
but usually are, and the least-squares solutions of WAz = Wb need not
be identical. In the typical case in which ATA is invertible, the unique
least-squares solution of Ax = b is

(ATA)~LATD, (11.13)
while the unique least-squares solution of WAz = Wb is
(ATWTW A)~TATW T, (11.14)

and these need not be the same.
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A simple example is the following. Consider the system

T =2, (11.15)
which has the unique least-squares solution x = 1.5, and the system

20 =2

T =2, (11.16)
which has the least-squares solution x = 1.2.

Definition 11.2 The geometric least-squares solution of Ax = b is the
least-squares solution of WAx = Wb, for W the diagonal matriz whose
entries are the reciprocals of the Fuclidean lengths of the rows of A.

In our example above, the geometric least-squares solution for the first
system is found by using Wi; = 1 = Wys, so is again x = 1.5, while the
geometric least-squares solution of the second system is found by using
W11 = 0.5 and Wy, = 1, so that the geometric least-squares solution is
z =15, not x =1.2.

Open Question: If there is a unique geometric least-squares solution,
where is it, in relation to the vectors of the limit cycle? Can it be calculated
easily, from the vectors of the limit cycle?

There is a partial answer to the second question. In [49] (see also
[59]) it was shown that if the system Az = b has no exact solution, and if
I = J+1, then the vectors of the limit cycle lie on a sphere in J-dimensional
space having the least-squares solution at its center. This is not true more
generally, however.

11.3 Regularized ART

If the entries of b are noisy but the system Az = b remains consistent (which
can easily happen in the under-determined case, with J > I), the ART
begun at 2° = 0 converges to the solution having minimum Euclidean norm,
but this norm can be quite large. The resulting solution is probably useless.
Instead of solving Ax = b, we regularize by minimizing, for example, the
function

Fe(w) = ||Az = bl[3 + €[] 3. (11.17)
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The solution to this problem is the vector
ie=(ATA+ D) AT, (11.18)

However, we do not want to calculate ATA + €I when the matrix A is
large. Fortunately, there are ways to find Z., using only the matrix A and
the ART algorithm.

We discuss two methods for using ART to obtain regularized solutions
of Az = b. The first one is presented in [59], while the second one is due
to Eggermont, Herman, and Lent [108].

In our first method we use ART to solve the system of equations given
in matrix form by

[AT AT [ﬂ =0. (11.19)

We begin with u° = b and v = 0. Then, the lower component of the limit
vector is v>®° = —vyI..

The method of Eggermont et al. is similar. In their method we use
ART to solve the system of equations given in matrix form by

[A ~I] [ﬂ =b. (11.20)

We begin at 2° = 0 and v° = 0. Then, the limit vector has for its upper
component x> = z. as before, and that yv>° =b — Az..

Open Question: In both the consistent and inconsistent cases, the se-
quence {z*} of ART iterates is bounded, as Tanabe [223], and De Pierro
and Iusem [98] have shown. The proof is easy in the consistent case. Is
there an easy proof for the inconsistent case?

11.4 Avoiding the Limit Cycle

Generally, the greater the minimum value of || Az —b||3 the more the vectors
of the LC are distinct from one another. There are several ways to avoid
the LC in ART and to obtain a least-squares solution. One way is the
double ART (DART) [53]:

11.4.1 Double ART (DART)

We know that any b can be written as b = A + w0, where ATw = 0 and
# is a minimizer of ||Az — b||3. The vector 0 is the orthogonal projection
of b onto the null space of the matrix transformation Af. Therefore, in
Step 1 of DART we apply the ART algorithm to the consistent system of
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linear equations Afw = 0, beginning with w® = b. The limit is w™ = ),
the member of the null space of AT closest to b. In Step 2, apply ART
to the consistent system of linear equations Axr = b — w*> = Az. The
limit is then the minimizer of ||Az — b||> closest to 2°. Notice that we
could also obtain the least-squares solution by applying ART to the system
Aty = ATh, starting with ¢° = 0, to obtain the minimum-norm solution,
which is y = A%, and then applying ART to the system Az = y.

11.4.2 Strongly Under-relaxed ART

Another method for avoiding the LC is strong under-relaxzation, due to
Censor, Eggermont and Gordon [70]. Let ¢ > 0. Replace the iterative step
in ART with

A =k A (6 — (Axh),). (11.21)

In [70] it is shown that, as t — 0, the vectors of the LC approach the geo-
metric least squares solution closest to 2¥; a short proof is in [49]. Bertsekas
[18] uses strong under-relaxation to obtain convergence of more general in-
cremental methods.

Exercise 11.1 Prove that the two iterative methods for reqularized ART
perform as indicated.

11.5 The MART

The multiplicative ART (MART) [132] is an iterative algorithm closely re-
lated to the ART. It also was devised to obtain tomographic images, but,
like ART, applies more generally; MART applies to systems of linear equa-
tions Az = b for which the b; are positive, the A;; are nonnegative, and the
solution = we seek is to have nonnegative entries. It is not so easy to see the
relation between ART and MART if we look at the most general formula-
tion of MART. For that reason, we begin with a simpler case, transmission
tomographic imaging, in which the relation is most clearly visible.

11.5.1 A Special Case of MART

We begin by considering the application of MART to the transmission
tomography problem. For i = 1,...,I, let L; be the set of pixel indices j
for which the j-th pixel intersects the i-th line segment, and let |L;| be the
cardinality of the set L;. Let A;; = 1 for j in L;, and A;; = 0 otherwise.
With ¢ = k(mod I) + 1, the iterative step of the ART algorithm is

1 (b; — (Az"),), (11.22)

k+1 k
T

J
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for j in L;, and

i = ok, (11.23)
if j is not in L;. In each step of ART, we take the error, b; — (Ax*);,
associated with the current zF and the i-th equation, and distribute it
equally over each of the pixels that intersects L;.

Suppose, now, that each b; is positive, and we know in advance that the
desired image we wish to reconstruct must be nonnegative. We can begin
with 2° > 0, but as we compute the ART steps, we may lose nonnegativity.
One way to avoid this loss is to correct the current xz* multiplicatively,
rather than additively, as in ART. This leads to the multiplicative ART
(MART).

The MART, in this case, has the iterative step

b
k+1 _ k i
ok _xj((Aozk)i)’ (11.24)
for those j in L;, and
k+1 _ k
;" =z, (11.25)

otherwise. Therefore, we can write the iterative step as

b; Aij
k1 _ Kk i
ot _mj<(A$k)i> . (11.26)

11.5.2 The MART in the General Case

Taking the entries of the matrix A to be either one or zero, depending on
whether or not the j-th pixel is in the set L;, is too crude. The line L;
may just clip a corner of one pixel, but pass through the center of another.
Surely, it makes more sense to let A;; be the length of the intersection of
line L; with the j-th pixel, or, perhaps, this length divided by the length of
the diagonal of the pixel. It may also be more realistic to consider a strip,
instead of a line. Other modifications to A;; may made made, in order to
better describe the physics of the situation. Finally, all we can be sure of
is that A;; will be nonnegative, for each ¢ and j. In such cases, what is the
proper form for the MART?

The MART, which can be applied only to nonnegative systems, is a
sequential, or row-action, method that uses one equation only at each step
of the iteration.

Algorithm 11.4 (MART) Let 2° be any positive vector, andi = k(mod I)+

1. Having found z* for positive integer k, define 1 by
b: mflAij
k+1 _ K i é
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where m; = max{4;; | =1,2,...,J}.

Some treatments of MART leave out the m;, but require only that the
entries of A have been rescaled so that A;; <1 for all 4 and j. The m; is
important, however, in accelerating the convergence of MART.

The MART can be accelerated by relaxation, as well.

Algorithm 11.5 (Relaxed MART) Let 2° be any positive vector, and

i = k(modI) + 1. Having found x* for positive integer k, define z**1 by
bl _ i bi \vmo Ay
" __xj((Axkﬁ) : (11.28)

where ; is in the interval (0,1).

As with ART, finding the best relaxation parameters is a bit of an art.

11.5.3 Cross-Entropy

For a > 0 and b > 0, let the cross-entropy or Kullback-Leibler distance
from a to b be

KL@&):abg%+bfa, (11.29)

with K'L(a,0) = 400, and KL(0,b) = b. Extend to nonnegative vectors
coordinate-wise, so that

L(z;, z;). (11.30)

HM&

Unlike the Euclidean distance, the KL distance is not symmetric; K L( Az, b)
and KL(b, Az) are distinct, and we can obtain different approximate so-
lutions of Az = b by minimizing these two distances with respect to non-
negative x.

11.5.4 Convergence of MART

In the consistent case, by which we mean that Az = b has nonnegative
solutions, we have the following convergence theorem for MART.

Theorem 11.3 In the consistent case, the MART conve Jges to the unique
nonnegative solution of b = Ax for which the distance Z 1 KL(z, j) is
minimized.
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If the starting vector x° is the vector whose entries are all one, then the
MART converges to the solution that maximizes the Shannon entropy,

J
SE(x) = ij logz; — x;. (11.31)
j=1

As with ART, the speed of convergence is greatly affected by the order-
ing of the equations, converging most slowly when consecutive equations
correspond to nearly parallel hyperplanes.

Open Question: When there are no nonnegative solutions, MART does
not converge to a single vector, but, like ART), is always observed to produce
a limit cycle of vectors. Unlike ART, there is no proof of the existence of
a limit cycle for MART.
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Chapter 12

A Tale of Two Algorithms

12.1 Background

The expectation maximization maximum likelihood method (EMML) dis-
cussed in the previous chapter has been the subject of much attention in
the medical-imaging literature over the past decade. Statisticians like it
because it is based on the well-studied principle of likelihood maximization
for parameter estimation. Physicists like it because, unlike its competition,
filtered back-projection, it permits the inclusion of sophisticated models of
the physical situation. Mathematicians like it because it can be derived
from iterative optimization theory. Physicians like it because the images
are often better than those produced by other means. No method is per-
fect, however, and the EMML suffers from sensitivity to noise and slow
rate of convergence. Research is ongoing to find faster and less sensitive
versions of this algorithm.

Another class of iterative algorithms was introduced into medical imag-
ing by Gordon et al. in [132]. These include the algebraic reconstruction
technique (ART) and its multiplicative version, MART. These methods
were derived by viewing image reconstruction as solving systems of linear
equations, possibly subject to constraints, such as positivity. The simulta-
neous MART (SMART) [94, 210] is a variant of MART that uses all the
data at each step of the iteration.

Although the EMML and SMART algorithms have quite different his-
tories and are not typically considered together they are closely related
[45, 46]. In this chapter we examine these two algorithms in tandem, fol-
lowing [47]. Forging a link between the EMML and SMART led to a better
understanding of both of these algorithms and to new results. The proof of
convergence of the SMART in the inconsistent case [45] was based on the
analogous proof for the EMML [234], while discovery of the faster version
of the EMML, the rescaled block-iterative EMML (RBI-EMML) [48] came
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from studying the analogous block-iterative version of SMART [78]. The
proofs we give here are elementary and rely mainly on easily established
properties of the cross-entropy or Kullback-Leibler distance.

12.2 The Kullback-Leibler Distance

The The Kullback-Leibler distance K L(x,z) is defined for nonnegative vec-
tors x and z by Equations (11.29) and (11.30). Clearly, the KL distance
has the property K L(cx,cz) = ¢K L(x,z) for all positive scalars c.

Exercise 12.1 Let zy = Zj:l zj > 0. Then
KL(x,z) = KL(z4,2+) + KL(x, (x4 /24)2). (12.1)

As we shall see, the KL distance mimics the ordinary Euclidean distance
in several ways that make it particularly useful in designing optimization
algorithms.

12.3 The Alternating Minimization Paradigm

Let P be an I by J matrix with entries F;; > 0, such that, for each
j=1,..,J, we have s; = 25:1 P >0. Let y = (y1,...,yr)” with y; >0
for each ¢. We shall assume throughout this chapter that s; = 1 for each j.
If this is not the case initially, we replace x; with z;s; and P;; with P;;/s;;
the quantities (Px); are unchanged.

For each nonnegative vector x for which (Px); = ijl Pijz; > 0, let
r(x) = {r(x);;} and ¢(x) = {g(x);;} be the I by J arrays with entries

Yi

(.PX)Z

r(x)ij = ;B

and
q(x)ij = ;i Bij-
The KL distances

KL(r(x),q(z)) KL(r(x)ij,q(2)ij)

I
M-
M%

@
Il
—

<
Il

j=1

and

<

KL(q(x),r(z)) KL(q(x)ij,7(2)ij)

=1

I

3

_.
<
Il

will play important roles in the discussion that follows. Note that if there
is nonnegative x with r(x) = ¢(x) then y = Px.
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12.3.1 Some Pythagorean Identities Involving the KL
Distance

The iterative algorithms we discuss in this chapter are derived using the
principle of alternating minimization, according to which the distances
KL(r(x),q(z)) and KL(q(x),r(z)) are minimized, first with respect to the
variable x and then with respect to the variable z. Although the KL dis-
tance is not Euclidean, and, in particular, not even symmetric, there are
analogues of Pythagoras’ theorem that play important roles in the conver-
gence proofs.

Exercise 12.2 Establish the following Pythagorean identities:

KL(r(x),q(z)) = KL(r(z),q(z)) + KL(r(x),r(z)); (12.2)
KL(r(x),q(z)) = KL(r(x),q(x')) + KL(x, ), (12.3)
for
I .

KL(q(x),r(z)) = KL(q(x),r(x)) + KL(x,z) — KL(Px, Pz); (12.5)

KL(q(x),r(z)) = KL(q(z"),7(z)) + KL(x,z"), (12.6)
for
I ”i
zi = zj exp(; P;;log @) (12.7)

Note that it follows from Equation (12.1) that K L(x,z)— K L(Px, Pz) > 0.

12.3.2 The Two Algorithms

The algorithms we shall consider are the expectation maximization maxi-
mum likelihood method (EMML) and the simultaneous multiplicative alge-
braic reconstruction technique (SMART). When y = Px has nonnegative
solutions, both algorithms produce such a solution. In general, the EMML
gives a nonnegative minimizer of K L(y, Px), while the SMART minimizes
K L(Px,y) over nonnegative x.
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For both algorithms we begin with an arbitrary positive vector x°. The
iterative step for the EMML method is

I
P = (M) =2k Sy (12.8)

The iterative step for the SMART is

2 = (x™)] = 2" exp (Z log ) (12.9)

Note that, to avoid confusion, we use k for the iteration number of the
EMML and m for the SMART.

i

Exercise 12.3 Show that, for {x*} given by Equation (12.8), { K L(y, Px*)}
is decreasing and {KL(x**1 x¥)} — 0. Show that, for {x™} given by
Equation (12.9), {KL(Px™,y)} is decreasing and {K L(x™,x™"1)} — 0.

Hint: Use KL(r(x),q(x)) = KL(y, Px), KL(g(x),7(x)) = KL(Px,y),
and the Pythagorean identities.

Exercise 12.4 Show that the EMML sequence {x*} is bounded by showing
I
7y = DY
=1

Show that the SMART sequence {x™} is bounded by showing that

M“

<.
=

TIMK

Exercise 12.5 Show that (x*)' = x* for any cluster point x* of the EMML
sequence {x*} and that (x*)" = x* for any cluster point x* of the SMART
sequence {x™}.

Hint: Use the facts that {KL(x**!,x¥)} — 0 and {K L(x™,x™*1)} — 0.
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Exercise 12.6 Let x and X minimize K L(y, Px) and KL(Px,y), respec-

tively, over all x > 0. Then, (X) =% and (X)" = x.

Hint: Apply Pythagorean identities to K L(r(%X), ¢(x)) and K L(q(X), r(X)).
Note that, because of convexity properties of the KL distance, even if
the minimizers X and x are not unique, the vectors Px and Px are unique.

Exercise 12.7 For the EMML sequence {x*} with cluster point x* and X
as defined previously, we have the double inequality

KL(%,x") > KL(r(x),r(x")) > KL(x,x"1), (12.10)
from which we conclude that the sequence {KL(X,x*)} is decreasing and

KL(x,x*) < 400.

Hint: For the first inequality calculate K L(r(%),q(x*)) in two ways. For

the second one, use (x)’; = Zle r(x);; and Exercise 12.1.

Exercise 12.8 Show that, for the SMART sequence {x™} with cluster
point x* and X as defined previously, we have

KL(%,x™) — KL(X,x™") = KL(Px™!y) — KL(Px,y)+

KL(Px, Px™) 4+ KL(x™" x™) — KL(Px™!, Px™), (12.11)
and so KL(Px,Px*) = 0, the sequence {KL(x,x™)} is decreasing and
KL(x,x*) < +00.

Hint: Expand K L(g(X),r(x™)) using the Pythagorean identities.

Exercise 12.9 Forx* a cluster point of the EMML sequence {x*} we have
KL(y, Px*) = KL(y, Px). Therefore, x* is a nonnegative minimizer of
KL(y,Px). Consequently, the sequence {KL(x*,x*)} converges to zero,
and so {xk} — x*.

Hint: Use the double inequality of Equation (12.10) and K L(r(%), g(x*)).
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Exercise 12.10 For x* a cluster point of the SMART sequence {x™} we
have KL(Px*,y) = KL(Px,y). Therefore, x* is a nonnegative mini-
mizer of KL(Px,y). Consequently, the sequence { K L(x*,x™)} converges
to zero, and so {x™} — x*. Moreover,

KL(x,x%) > KL(x*,x°)

for all x as before.

Hints: Use Exercise 12.8. For the final assertion use the fact that the
difference KL(x,x™) — KL(x,x™*!) is independent of the choice of %,
since it depends only on Px* = Px. Now sum over the index m.

Both the EMML and the SMART algorithms are slow to converge. For
that reason attention has shifted, in recent years, to block-iterative versions
of these algorithms. We take up that topic in a later chapter.



Chapter 13

Block-Iterative Methods

Image reconstruction problems in tomography are often formulated as sta-
tistical likelihood maximization problems in which the pixel values of the
desired image play the role of parameters. Iterative algorithms based on
cross-entropy minimization, such as the expectation mazrimization maxi-
mum likelihood (EMML) method and the simultaneous multiplicative alge-
braic reconstruction technique (SMART) can be used to solve such prob-
lems. Because the EMML and SMART are slow to converge for large
amounts of data typical in imaging problems, acceleration of the algo-
rithms using blocks of data or ordered subsets has become popular. There
are a number of different ways to formulate these block-iterative versions
of EMML and SMART, involving the choice of certain normalization and
regularization parameters. These methods are not faster merely because
they are block-iterative; the correct choice of the parameters is crucial. The
purpose of this chapter is to discuss these different formulations in detail
sufficient to reveal the precise roles played by the parameters and to guide
the user in choosing them.

It is not obvious, nor, in fact, is it even true, that using block-iterative
methods will accelerate convergence. To better understand the connection
between the use of blocks and acceleration, we begin with a discussion of
the ART algorithm and its simultaneous versions, the Landweber algorithm
and more particularly, Cimmino’s method.

13.1 The ART and its Simultaneous Versions

In this section we let Ax = b denote any real system of I linear equations in
J unknowns. For each ¢ = 1,...,I denote by H; the hyperplane associated
with the ith equation, that is,
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and P; the orthogonal projection operator onto H;, that is, for every vector
z, P;z is the vector in H; closest to z. We can write P;z explicitly; we have

Pz =z + (b — (A2))a’,

where a’ is the ith column of the matrix A7, which we shall assume has
been normalized to have ||a*|| = 1.

13.1.1 The ART
For k =0,1,... and i = i(k) = k(mod I') + 1, the ART iterative step is

2F Y = Pk = 2k 4 (b — (42%),)d’.

The ART operates by projecting the current vector onto the next hyper-
plane and cycling through the hyperplanes repeatedly. The ART uses only
one equation at each step of the iteration.

Suppose that Z is a solution of Az = b, so that Az = b. Fach step of
the ART gets us closer to &, as the following calculations show.

We begin by calculating ||Z — z*+1||2. We use

& — 252 = (& — 21, — 2R+
and the definition of 2¥*+! to get
2= FH? = ||z —a®|*~2(2—a", (bi—(Az"))a")+((bi—(Az")i)a’, (bi—(Az*);)a’)
= ||& — "> = 2(b; — (Aa*)i)(@ — 2, a’) + (b; — (A2"),)?

= [|& =" |? —2(b; — (A2%);)* + (b — (Az");)? = [|& — 2"||* — (b — (Az");)%.
Therefore, we find that

1& — 2¥[]* = |2 — 2" P = (b - (A2"),)*. (13.1)
Consequently, we know that

l& — 2% > [|& — 2" |2

It will help us later to know that

I
12 = 2Ol =12 — &|]* = Y (b — (Az'1):)%. (13.2)

i=1

This measures how much closer to & we are after we have used all the
equations one time.

There is one other consideration concerning the ART. From Equation
(13.2) we see that it is helpful to have the quantities (b; — (Az?~1);)? large;
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if the equations are ordered in such a way that these quantities are not
large, then the ART will not converge as quickly as it may otherwise do.
This can easily happen if the equations correspond to discrete line integrals
through the object and the lines are ordered so that each line is close to
the previous line. Ordering the lines randomly, or in any way that avoids
unfortunate ordering, greatly improves convergence speed [145].

Relaxation also helps to speed up the convergence of ART [214]. A
relaxed version of ART has the following iterative step:

SCkJrl = IZ?k + 6(1)1 — (Ao:k)i)ai,

where 0 < 8 < 1.

13.1.2 The Landweber Algorithm and Cimmino’s Method

As we just saw, the ART uses one equation at a time and, at each step
of the iteration, projects orthogonally onto the hyperplane associated with
the next equation. A simultaneous version of ART uses all the equations at
each step, projecting orthogonally onto all the hyperplanes and averaging
the result. This is Cimmino’s method, and the iterative step is

I
1 , 1
N o NNk Y AT a4k
8T =g+ Iigzl(bl (Az");)a’ = z* + IA (b— Az"),
where, as previously, we assume that ||a’|| = 1 for all i. A more general

iterative algorithm is the Landweber algorithm, with the iterative step
oh Tt = gk 4 AT (b — Azb);

for convergence of this algorithm we need 0 < v < 2/p(ATA), where
p(AT A) denotes the largest eigenvalue of the matrix AT A. Since ||a?|| = 1
for all i, it follows that the trace of the matrix AAT is I, which is also
the trace of the matrix AT A; since the trace of AT A is also the sum of
the eigenvalues of AT A, it follows that the choice of v = % in Cimmino’s
method is acceptable.

Now let us calculate how much closer to & we get as we take one step
of the Landweber iteration. We have

||E—aF T2 = [|a—a®| > =2y (2 —a", AT (b—Ax")) 4~ (AT (b—Ax®), AT (b— Azh)).

From the inequality (26.1) in our earlier discussion of eigenvectors and
eigenvalues in optimization, we know that, for any matrix B, we have

[|Bl|* < p(B"B)||=[*.
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Therefore,

(AT (b — Az"), AT (b — Az?)) = ||AT (b — Az")[|? < p(AT A)||b — Ax[?.
Using
(z—ak AT (b—Az®)) = (A(G—2"), b—Az") = (b— Az b—AzF) = ||b—AzF|?,
we find that

l& — "2 {2 — 22 = (27 —2p(AT A))[b — A®|%.

For 0 < v < m the sequence {||# — z¥||?} is decreasing. If we take

v = m we have

) . 1
IIJ?—kuIQ—IIx—wk“WZmllb—AwkHQ- (13.3)

In the case of Cimmino’s method, we have v = %, so that

k||2 I —mk+1||2 >

||& b — Az"||?. (13.4)

£ |
I —x -

I
Using Equation (13.2) and the inequality in (13.4), we can make a rough
comparison between ART and Cimmino’s method, with respect to how
much closer to & we get as we pass through all the equations one time. The

two quantities
I

> (b — (Az 1))
i=1
from Equation (13.2) and
16— Az*|[?

from the inequality in (13.4) are comparable, in that both sums are over
1 = 1,...,I, even though what is being summed is not the same in both
cases. In image reconstruction I is quite large and the most important
thing in such comparisons is the range of the summation index, so long
as what is being summed is roughly comparable. However, notice that in
the inequality in (13.4) the right side also has a factor of % This tells
us that, roughly speaking, one pass through all the equations using ART
improves the squared distance to & by a factor of I, compared to using all
the equations in one step of Cimmino’s method, even though the amount
of calculation is about the same.

Because the Landweber algorithm permits other choices for the param-
eter v, there is hope that we may obtain better results with v # % The
inequality

2
0<7<7p(ATA)
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suggests using v = m, which means that it would help to have a

decent estimate of p(ATA); the estimate used in Cimmino’s method is
p(AT A) = I, which is usually much too large. As a result, the choice of
vy = % means that we are taking unnecessarily small steps at each iteration.
A smaller upper bound for p(AT A) would allow us to take bigger steps each
time, and therefore, getting close to & sooner.

In many image processing applications, such as tomography, the matrix
A is sparse, which means that most of the entries of A are zero. In the
tomography problems for example, the number of non-zero entries of A is
usually on the order of v/J; since I and J are usually roughly compara-
ble, this means that A has about \/I non-zero entries. In the appendix
on matrix theory we obtain an upper bound estimate for p(AT A) that is
particularly useful when A is sparse. Suppose that all the rows of A have
length one. Let s be the largest number of non-zero entries in any column
of A. Then p(AT A) does not exceed s. Notice that this estimate does not
require us to calculate the matrix A7 A and makes use of the sparse nature
of A; the matrix AT A need not be sparse, and would be time-consuming
to calculate in practice, anyway.

If, for the sparse cases, we take p(AT A) to be approximately VI, and
choose v = %, we find that we have replaced the factor % in the inequality

13.4) with the much larger factor -, which then improves the rate of
V1

convergence. However, the ART is still faster by, roughly, a factor of v/T.

13.1.3 Block-Iterative ART

The ART uses only one equation at a time, while the Landweber algorithm
uses all the equations at each step of the iteration. It is sometimes con-
venient to take a middle course, and use some, but not all, equations at
each step of the iteration. The collection of equations to be used together
constitute a block. Such methods are called block-iterative or ordered-subset
methods. Generally speaking, when unfortunate ordering of the blocks and
selection of equations within each block are avoided, and the parameters
well chosen, these block-iterative methods converge faster than the Cim-
mino algorithm by roughly a factor of the number of blocks.

We turn now to the iterative algorithms that are based on the KL
distance. For these algorithms as well, we find that using block-iterative
methods and choosing the parameters carefully, we can improve conver-
gence by roughly the number of blocks, with respect to the simultaneous
EMML and SMART methods.
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13.2 Overview of KL-based methods

The algorithms we discuss here have interesting histories, which we sketch
in this section.

13.2.1 The SMART and its variants

Like the ART, the MART has a simultaneous version, called the SMART.
Like MART, SMART applies only to nonnegative systems of equations
Az = b. Unlike MART, SMART is a simultaneous algorithm that uses
all equations in each step of the iteration. The SMART was discovered
in 1972, independently, by Darroch and Ratcliff, working in statistics, [94]
and by Schmidlin [210] in medical imaging; neither work makes reference
to MART. Darroch and Ratcliff do consider block-iterative versions of their
algorithm, in which only some of the equations are used at each step, but
their convergence proof involves unnecessary restrictions on the system
matrix. Censor and Segman [78] seem to be the first to present the SMART
and its block-iterative variants explicitly as generalizations of MART.

13.2.2 The EMML and its variants

The expectation mazimization mazimum likelihood (EMML) method turns
out to be closely related to the SMART, although it has quite a different
history. The EMML algorithm we discuss here is actually a special case
of a more general approach to likelihood maximization, usually called the
EM algorithm [96]; the book by McLachnan and Krishnan [180] is a good
source for the history of this more general algorithm.

It was noticed by Rockmore and Macovski [207] that the image recon-
struction problems posed by medical tomography could be formulated as
statistical parameter estimation problems. Following up on this idea, Shepp
and Vardi [213] suggested the use of the EM algorithm for solving the re-
construction problem in emission tomography. In [167], Lange and Carson
presented an EM-type iterative method for transmission tomographic im-
age reconstruction, and pointed out a gap in the convergence proof given in
[213] for the emission case. In [234], Vardi, Shepp and Kaufman repaired
the earlier proof, relying on techniques due to Csiszar and Tusnady [92].
In [168] Lange, Bahn and Little improved the transmission and emission
algorithms, by including regularization to reduce the effects of noise. The
question of uniqueness of the solution in the inconsistent case was resolved
in [45].

The MART and SMART were initially designed to apply to consistent
systems of equations. Darroch and Ratcliff did not consider what happens
in the inconsistent case, in which the system of equations has no non-
negative solutions; this issue was resolved in [45], where it was shown that



13.2. OVERVIEW OF KL-BASED METHODS 117

the SMART converges to a non-negative minimizer of the Kullback-Leibler
distance K L(Ax,b). The EMML, as a statistical parameter estimation
technique, was not originally thought to be connected to any system of lin-
ear equations. In [45] it was shown that the EMML leads to a non-negative
minimizer of the Kullback-Leibler distance K L(b, Az), thereby exhibiting
a close connection between the SMART and the EMML methods. Conse-
quently, when the non-negative system of linear equations Ax = b has a
non-negative solution, the EMML converges to such a solution.

13.2.3 Block-iterative Versions of SMART and EMML

As we have seen, Darroch and Ratcliff included what are now called block-
iterative versions of SMART in their original paper [94]. Censor and Seg-
man [78] viewed SMART and its block-iterative versions as natural exten-
sion of the MART. Consequently, block-iterative variants of SMART have
been around for some time. The story with the EMML is quite different.

The paper of Holte, Schmidlin, et al. [148] compares the performance of
Schmidlin’s method of [210] with the EMML algorithm. Almost as an aside,
they notice the accelerating effect of what they call projection interleaving,
that is, the use of blocks. This paper contains no explicit formulas, however,
and presents no theory, so one can only make educated guesses as to the
precise iterative methods employed. Somewhat later, Hudson, Hutton and
Larkin [149, 150] observed that the EMML can be significantly accelerated
if, at each step, one employs only some of the data. They referred to this
approach as the ordered subset EM method (OSEM). They gave a proof
of convergence of the OSEM, for the consistent case. The proof relied on
a fairly restrictive relationship between the matrix A and the choice of
blocks, called subset balance. In [48] a revised version of the OSEM, called
the rescaled block-iterative EMML (RBI-EMML), was shown to converge,
in the consistent case, regardless of the choice of blocks.

13.2.4 Basic assumptions

Methods based on cross-entropy, such as the MART, SMART, EMML and
all block-iterative versions of these algorithms apply to nonnegative sys-
tems that we denote by Ax = b, where b is a vector of positive entries, A is
a matrix with entries A;; > 0 such that for each j the sum s; = Zle Ajj
is positive and we seek a solution x with nonnegative entries. If no non-
negative x satisfies b = Ax we say the system is inconsistent.
Simultaneous iterative algorithms employ all of the equations at each
step of the iteration; block-iterative methods do not. For the latter methods
we assume that the index set {i = 1,..., I} is the (not necessarily disjoint)
union of the N sets or blocks B,,n = 1,...,N. We shall require that
Spj = ZieBn A;ij > 0 for each n and each j. Block-iterative methods like
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ART and MART for which each block consists of precisely one element are
called row-action or sequential methods. We begin our discussion with the
SMART and the EMML method.

13.3 The SMART and the EMML method

Both the SMART and the EMML method provide a solution of b = Ax
when such exist and (distinct) approximate solutions in the inconsistent
case. The SMART algorithm is the following:

Algorithm 13.1 (SMART) Let 2° be an arbitrary positive vector. For
k=0,1,... let

I

b:
P = gk YA ). 135
;5 7 exp (SJ 2 ij log (A:Ek)i) (13.5)

The exponential and logarithm in the SMART iterative step are compu-
tationally expensive. The EMML method is similar to the SMART, but
somewhat less costly to compute.

Algorithm 13.2 (EMML) Let 2° be an arbitrary positive vector. For
k=0,1,... let

b;
x?“ = kg1 Z Ajj - (13.6)

The main results concerning the SMART are given by the following theo-
rem.

Theorem 13.1 In the consistent case the SMART converges to the unique
nonnegative solution of b = Ax for which the distance ;_, stL(J;j,x?)
is minimized. In the inconsistent case it converges to the unique nonnega-
tive minimizer of the distance K L(Ax,y) for which Z'j]:l sj K L(xj, $9) is
minimized; if A and every matriz derived from A by deleting columns has
full rank then there is a unique nonnegative minimizer of K L(Az,y) and
at most I — 1 of its entries are nonzero.

For the EMML method the main results are the following.

Theorem 13.2 In the consistent case the EMML algorithm converges to
nonnegative solution of b = Ax. In the inconsistent case it converges to a
nonnegative minimizer of the distance KL(y, Az); if A and every matriz
derived from A by deleting columns has full rank then there is a unique
nonnegative minimizer of K L(y, Axz) and at most I — 1 of its entries are
NnoONZero.
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In the consistent case there may be multiple nonnegative solutions and the
one obtained by the EMML algorithm will depend on the starting vector
29; how it depends on z° is an open question.

These theorems are special cases of more general results on block-
iterative methods that we shall prove later in this chapter.

Both the EMML and SMART are related to likelihood maximization.
Minimizing the function K L(y, Az) is equivalent to maximizing the like-
lihood when the b; are taken to be measurements of independent Poisson
random variables having means (Az);. The entries of x are the parameters
to be determined. This situation arises in emission tomography. So the
EMML is a likelihood maximizer, as its name suggests.

The connection between SMART and likelihood maximization is a bit
more convoluted. Suppose that s; = 1 for each j. The solution of b = Ax
for which K L(x,2°) is minimized necessarily has the form

1
xj = x? exp (Z Aij)\i) (13.7)
i=1

for some vector A with entries \;. This log linear form also arises in trans-
mission tomography, where it is natural to assume that s; = 1 for each j
and A; <0 for each i. We have the following lemma that helps to connect
the SMART algorithm with the transmission tomography problem:

Lemma 13.1 Minimizing KL(d,x) over x as in Equation (13.7) is equiv-
alent to minimizing K L(z,2°), subject to Az = Ad.

The solution to the latter problem can be obtained using the SMART.

With z; = Z;.le x; the vector A with entries p; = z;/x is a probabil-
ity vector. Let d = (di,...,ds)T be a vector whose entries are nonnegative
integers, with K = Ejzl d;. Suppose that, for each j, p; is the probability
of index j and d; is the number of times index j was chosen in K trials.
The likelihood function of the parameters A; is

J
d;
L) = [[»5 (13.8)
j=1
so that the log-likelihood function is
J
LL(\) = d;logp;. (13.9)
j=1

Since A is a probability vector, maximizing L(\) is equivalent to minimizing
KL(d,p) with respect to A, which, according to the lemma above, can
be solved using SMART. In fact, since all of the block-iterative versions
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of SMART have the same limit whenever they have the same starting
vector, any of these methods can be used to solve this maximum likelihood
problem. In the case of transmission tomography the A; must be non-
positive, so if SMART is to be used, some modification is needed to obtain
such a solution.

Those who have used the SMART or the EMML on sizable problems
have certainly noticed that they are both slow to converge. An important
issue, therefore, is how to accelerate convergence. One popular method is
through the use of block-iterative (or ordered subset) methods.

13.4 Ordered-Subset Versions

To illustrate block-iterative methods and to motivate our subsequent dis-
cussion we consider now the ordered subset EM algorithm (OSEM), which is
a popular technique in some areas of medical imaging, as well as an anal-
ogous version of SMART, which we shall call here the OSSMART. The
OSEM is now used quite frequently in tomographic image reconstruction,
where it is acknowledged to produce usable images significantly faster then
EMML. From a theoretical perspective both OSEM and OSSMART are
incorrect. How to correct them is the subject of much that follows here.

The idea behind the OSEM (OSSMART) is simple: the iteration looks
very much like the EMML (SMART), but at each step of the iteration
the summations are taken only over the current block. The blocks are
processed cyclically.

The OSEM iteration is the following: for k = 0,1, ... and n = k(mod N )+
1, having found z* let

OSEM:

k+1 k -1
abs 1> A A k (13.10)
i€Bn

The OSSMART has the following iterative step:

OSSMART

b;
k+1 _
T =] exp( i leEB A;jlog —— (A5 ) (13.11)

In general we do not expect block-iterative algorithms to converge in the
inconsistent case, but to exhibit subsequential convergence to a limit cycle,
as we shall discuss later. We do, however, want them to converge to a
solution in the consistent case; the OSEM and OSSMART fail to do this
except when the matrix A and the set of blocks {B,, n = 1,..., N} satisfy
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the condition known as subset balance, which means that the sums s,;
depend only on j and not on n. While this may be approximately valid in
some special cases, it is overly restrictive, eliminating, for example, almost
every set of blocks whose cardinalities are not all the same. When the
OSEM does well in practice in medical imaging it is probably because the
N is not large and only a few iterations are carried out.

The experience with the OSEM was encouraging, however, and strongly
suggested that an equally fast, but mathematically correct, block-iterative
version of EMML was to be had; this is the rescaled block-iterative EMML
(RBI-EMML). Both RBI-EMML and an analogous corrected version of
OSSMART, the RBI-SMART, provide fast convergence to a solution in
the consistent case, for any choice of blocks.

13.5 The RBI-SMART

We turn next to the block-iterative versions of the SMART, which we shall
denote BI-SMART. These methods were known prior to the discovery of
RBI-EMML and played an important role in that discovery; the importance
of rescaling for acceleration was apparently not appreciated, however.

We start by considering a formulation of BI-SMART that is general
enough to include all of the variants we wish to discuss. As we shall see,
this formulation is too general and will need to be restricted in certain ways
to obtain convergence. Let the iterative step be

x?Jrl = ;vf exp (57U Z aniAij log ((Al;zk)z)), (13'12)

i€Bn

for j =1,2,...,J, n = k(mod N) + 1 and 8,; and ay,, positive. As we
shall see, our convergence proof will require that 3,; be separable, that is,
bn; = v;0n for each j and n and that

’}/jénO'nj < 1, (13.13)

for o,; = Zie B, apiA;;. With these conditions satisfied we have the fol-
lowing result.

Theorem 13.3 Let x be a nonnegative solution of b = Ax. For any posi-
tive vector 2° and any collection of blocks {B,, n = 1,...,N} the sequence
{z*} given by Equation (13.12) converges to the unique solution of b= Ax
for which the weighted cross-entropy Z'jjzl ’yj_lKL(:Ej,x?) is minimized.

The inequality in the following lemma is the basis for the convergence proof.
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Lemma 13.2 Let b = Az for some nonnegative x. Then for {x*} as in
Equation (13.12) we have

J
Z% "KL(zj,25) =Y v, 'K L(zj, 2 ™) > (13.14)
j=1 j=1
On Y aniKL(b;, (Az*);). (13.15)
i€B,
Proof: First note that
b
.T?""l = .]j‘];: exp ('Y](Sn Z aTLiAij 10g (m)), (1316)
i€B, ¢
and
b;
exp (%‘571 Z o Aij log ((Amk)l» (13.17)

ieB7L

can be written as

exp ((1 — ¥j0n0n;) log 1 4 7,0, Z an;Aijlog ((A(;Z )), (13.18)

i€By

which, by the convexity of the exponential function, is not greater than

b;

( 7]6 Unj) +’Y]6 Z ap;iA ij (A k) (1319)
i€By
It follows that
J
Zv;l(x;? — x?“) > 0p Z i ((Az®); — by). (13.20)
Jj=1 i€B,,
We also have
) b;
log(I§+1/zj) '7]5 Z OénzAzj log (A k) . (1321)
1€By,
Therefore
J J
> v K L(xj, k) Z K L(xg, 25 (13.22)

j=1 j=1
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J
=3 My log(aht jak) + ok — b (13.23)

J
= 200 Y anidy log Z —aith) (13.24)

+Zvj (af — 2kt (13.25)

> 5n( > ani(bilog (Aij'k)i + (AzF); — bi)) =0n > anKL(b;, (Az");).

i€B, i€B,
(13.26)
This completes the proof of the lemma. |
From the inequality (13.15) we conclude that the sequence
J
(3 2 K L2} (13.27)

J=1

is decreasing, that {z*} is therefore bounded and the sequence

{> aniKL(bi, (Az*);)} (13.28)

i€By

is converging to zero. Let z* be any cluster point of the sequence {xk}
Then it is not difficult to show that b = Ax*. Replacing x with z* we
have that the sequence {ZJ 17 1KL(oc z¥)} is decreasing; since a sub-
sequence converges to zero, so does the Whole sequence. Therefore x* is
the limit of the sequence {xk }. This proves that the algorithm produces
a solution of b = Ax. To conclude further that the solution is the one
for which the quantity Z —17; 1K L(z;, 9) is minimized requires further
work to replace the mequahty (13.15) with an equation in which the right
side is independent of the particular solution x chosen; see the final section
of this chapter for the details.

We see from the theorem that how we select the ; is determined by
how we wish to weight the terms in the sum Z] 17 K L(xj,x 29). In
some cases we want to minimize the cross-entropy K L(x,x°) subject to
b = Ax; in this case we would select 7; = 1. In other cases we may
have some prior knowledge as to the relative sizes of the =; and wish to
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emphasize the smaller values more; then we may choose ; proportional to
our prior estimate of the size of x;. Having selected the v;, we see from
the inequality (13.15) that convergence will be accelerated if we select 0y,
as large as permitted by the condition 7;6,0,; < 1. This suggests that we
take

0p = 1/min{o,;v;, j =1,...,J}. (13.29)

The rescaled BI-SMART (RBI-SMART) as presented in [47, 49, 50] uses
this choice, but with «,,; = 1 for each n and 7. For each n =1,..., N let

My, = max{snjsj_lu =1,..,J} (13.30)
The original RBI-SMART is as follows:

Algorithm 13.3 (RBI-SMART) Let 2° be an arbitrary positive vector.
Fork=0,1,..., let n = k(mod N) + 1. Then let

P = g exp (m;13;1 EB: Ay log (ﬁ)) (13.31)
1€B,

Notice that Equation (13.31) can be written as

b:

k 1 — 1 —

loggchr1 =(1- mnlsj 15nj)10gx§ +mn15j ' Z Agjlog (x;c (Awlk)i)’
ieB”L

(13.32)

k+1
J

(Qixk)j - xf((AIa)cZk))’

for i € By,. This will be helpful in deriving block-iterative versions of the
EMML algorithm. The vectors Q;(z*) are sometimes called weighted KL
projections.

Let’s look now at some of the other choices for these parameters that
have been considered in the literature.

First, we notice that the OSSMART does not generally satisfy the re-
quirements, since in (13.11) the choices are a,; = 1 and §,; = s;jl; the
only times this is acceptable is if the s,; are separable; that is, s,; = 7ty
for some r; and ¢,. This is slightly more general than the condition of
subset balance and is sufficient for convergence of OSSMART.

In [78] Censor and Segman make the choices 3,; = 1 and «a,; > 0 such
that 0,,; < 1 for all n and j. In those cases in which o,; is much less than
1 for each n and j their iterative scheme is probably excessively relaxed; it
is hard to see how one might improve the rate of convergence by altering

from which we see that x is a weighted geometric mean of x;’“ and the

terms
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only the weights a,,;, however. Limiting the choice to v;d, = 1 reduces our
ability to accelerate this algorithm.

The original SMART in Equation (13.5) uses N =1, v, = sj_l and
apn; = a; = 1. Clearly the inequality (13.13) is satisfied; in fact it becomes
an equality now.

For the row-action version of SMART, the multiplicative ART (MART),
due to Gordon, Bender and Herman [132], we take N = I and B,, = B; =
{i} for i = 1, ..., I. The MART has the iterative

kel _ k(b ™ Au
; _mj((Axk)i) , (13.33)
for j=1,2,...,J,i=k(mod I)+ 1 and m; > 0 chosen so that m;lAij <1
for all j. The smaller m; is the faster the convergence, so a good choice
is m; = max{A;;|, j = 1, ..., J}. Although this particular choice for m, is
not explicitly mentioned in the various discussions of MART I have seen,
it was used in implementations of MART from the beginning [144].

Darroch and Ratcliff included a discussion of a block-iterative version of
SMART in their 1972 paper [94]. Close inspection of their version reveals
that they require that s,; = > ;. p A;; = 1 for all j. Since this is unlikely
to be the case initially, we might try to rescale the equations or unknowns
to obtain this condition. However, unless s,; = ZiEBn A;;j depends only
on j and not on n, which is the subset balance property used in [150], we
cannot redefine the unknowns in a way that is independent of n.

The MART fails to converge in the inconsistent case. What is always
observed, but for which no proof exists, is that, for each fixed i = 1,2, ..., 1,
as m — —+o00, the MART subsequences {z/*?} converge to separate limit
vectors, say 2°°%. This limit cycle LC = {2°%i = 1,...,I} reduces to a
single vector whenever there is a nonnegative solution of b = Axz. The
greater the minimum value of KL(Az,y) the more distinct from one an-

other the vectors of the limit cycle are. An analogous result is observed for
BI-SMART.

X

13.6 The RBI-EMML

As we did with SMART, we consider now a formulation of BI-EMML that
is general enough to include all of the variants we wish to discuss. Once
again, the formulation is too general and will need to be restricted in certain
ways to obtain convergence. Let the iterative step be

b;

i€B, !

forj =1,2,...,J,n = k(mod N)+1 and §,; and oy, positive. Asin the case
of BI-SMART, our convergence proof will require that 3,; be separable,
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that is,
bu = 170 (13.35)

for each j and n and that the inequality (13.13) hold. With these conditions
satisfied we have the following result.

Theorem 13.4 Let x be a nonnegative solution of b = Ax. For any posi-
tive vector 0 and any collection of blocks {B,, n =1,..., N} the sequence
{2*} given by Equation (13.12) converges to a monnegative solution of
b= Azx.

When there are multiple nonnegative solutions of b = Az the solution
obtained by BI-EMML will depend on the starting point z°, but precisely
how it depends on 2 is an open question. Also, in contrast to the case of
BI-SMART, the solution can depend on the particular choice of the blocks.
The inequality in the following lemma is the basis for the convergence proof.

Lemma 13.3 Let b = Ax for some nonnegative x. Then for {x*} as in
Equation (13.34) we have

J J
Z’yj*lKL(xﬁxf) - valKL(xj,a:?H) > (13.36)
j=1 j=1

On Y aniKL(b;, (Azb);). (13.37)
i€Bn

Proof: From the iterative step
b;

:z:f*'1 = 9:;‘“'(1 — Yj0n0nj) + I?’Yj(sn iEZB aniAijm (13.38)

we have

b;
10g(x?+1/x§) = log ((1 - ’yjéndn]‘) + fyjén Z amA”W) (1339)
i€B,, !

By the concavity of the logarithm we obtain the inequality

b;
IOg(I';H—l/I;C) > ((1 — ’}/j(snO'nj) log 1+ "}/](sn Z aniAij log 4(A$k))’
i€By, !

(13.40)

or

b;
10g($§+1/l‘§) 2 P)/jé‘n E aniAij log m (13.41)
i€By, ¢
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Therefore
J J b,
;w—lajj IOg(J;;H'l/Jj?) > 5ni€B Oém,(; JijAZ‘j)IOg (ATZI’C)Z (1342)

Note that it is at this step that we used the separability of the 3,;. Also

J
Z’yj_l(x?"’l - J;?) =0 (Az*); — ;). (13.43)
j=1 i€By,
This concludes the proof of the lemma. |

From the inequality in (13.37) we conclude, as we did in the BI-SMART
case, that the sequence {Z;-]:1 vflKL(xj,x;”')} is decreasing, that {z*} is
therefore bounded and the sequence {Zle B, il L(b;, (Az*¥);)} is con-
verging to zero. Let z* be any cluster point of the sequence {x}. Then it is
not difficult to show that b = Az*. Replacing x with * we have that the
sequence {E;-le 'yj_lK L(x;*,xf)} is decreasing; since a subsequence con-
verges to zero, so does the whole sequence. Therefore z* is the limit of
the sequence {2*}. This proves that the algorithm produces a nonnegative
solution of b = Az. So far, we have been unable to replace the inequality
in (13.37) with an equation in which the right side is independent of the
particular solution = chosen.

Having selected the v;, we see from the inequality in (13.37) that con-
vergence will be accelerated if we select §,, as large as permitted by the
condition v;0,0,; < 1. This suggests that once again we take

0p = 1/min{o,;v;, 7 =1,..., J}. (13.44)

The rescaled BI-EMML (RBI-EMML) as presented in [47, 49, 50] uses this
choice, but with a,; = 1 for each n and i. The original motivation for the
RBI-EMML came from consideration of Equation (13.32), replacing the
geometric means with arithmetic means. This RBI-EMML is as follows:

Algorithm 13.4 (RBI-EMML) Let 2° be an arbitrary positive vector.
Fork=0,1,..., let n = k(mod N) + 1. Then let

1 1 b;
2= (1= my s )k my stk Y (Aijm)‘ (13.45)

1€ By,

Let’s look now at some of the other choices for these parameters that
have been considered in the literature.

First, we notice that the OSEM does not generally satisfy the require-
ments, since in (13.10) the choices are a,; = 1 and §,; = s;jl; the only
times this is acceptable is if the s,; are separable; that is, s,; = r;t, for
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some r; and t,. This is slightly more general than the condition of subset
balance and is sufficient for convergence of OSEM.

The original EMML in Equation (13.6) uses N = 1, v; = s]l and
ap; = a; = 1. Clearly the inequality (13.13) is satisfied; in fact it becomes
an equality now.

Notice that the calculations required to perform the BI-SMART are
somewhat more complicated than those needed in BI-EMML. Because the
MART converges rapidly in most cases there is considerable interest in the
row-action version of EMML. It was clear from the outset that using the
OSEM in a row-action mode does not work. We see from the formula for
BI-EMML that the proper row-action version of EMML, which we call the
EM-MART, is the following:

Algorithm 13.5 (EM-MART) Let 2°be an arbitrary positive vector and
i = k(modI)+ 1. Then let
b;

2T = (1= G0 Aig)xl + 51%'%‘1%‘?141]‘@7 (13.46)

with
vi0i0 A < 1 (13.47)
for alli and j.

The optimal choice would seem to be to take d;c; as large as possible;
that is, to select d,c;; = 1/ max{vy;A;;,j = 1,...,J}. With this choice the
EM-MART is called the rescaled EM-MART (REM-MART).

The EM-MART fails to converge in the inconsistent case. What is
always observed, but for which no proof exists, is that, for each fixed i =
1,2,...,1, as m — +oo, the EM-MART subsequences {z™/*%} converge to
separate limit vectors, say 2°%. This limit cycle LC = {2°%i = 1,...,I}
reduces to a single vector whenever there is a nonnegative solution of b =
Azx. The greater the minimum value of K L(y, Az) the more distinct from
one another the vectors of the limit cycle are. An analogous result is
observed for BI-EMML.

We must mention a method that closely resembles the REM-MART, the
row-action mazimum likelihood algorithm (RAMLA), which was discovered
independently by Browne and De Pierro [28]. The RAMLA avoids the limit
cycle in the inconsistent case by using strong underrelaxation involving
a decreasing sequence of relaxation parameters A\;. The RAMLA is the
following:

Algorithm 13.6 (RAMLA) Let 2° be an arbitrary positive vector, and
n = k(mod N) + 1. Let the positive relazation parameters A be chosen to
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converge to zero and E;r:(; A = +00. Then,

b;
2= (1= D Al + kY Ay (m)v (13.48)

i€By, i€By,

13.7 RBI-SMART and Entropy Maximization

As we stated earlier, in the consistent case the sequence {z*} generated by
the BI-SMART algorithm and given by Equation (13.16) converges to the
unique solution of b = Ax for which the distance Z;]:l fyj_lK L(xj,x9) is
minimized. In this section we sketch the proof of this result as a sequence
of lemmas, each of which is easily established.

Lemma 13.4 For any nonnegative vectors a and b with ay = ZM

m=1 am
and by = Zi‘le bm > 0 we have
KL(a,b) = KL(ay,by) + KL(a, Z—*b). (13.49)
Jr
For nonnegative vectors x and z let
J
Gn(z,2) = Zyj_lKL(xj, ;) (13.50)
j=1
+0p Z ani[KL((Ax);,b;) — KL((Ax);, (Az);)]. (13.51)
i€Bp
It follows from Lemma 13.49 and the inequality
vt = bnong > 1 (13.52)
that Gy (z,2) > 0 in all cases.
Lemma 13.5 For every x we have
Gn(z, ) =6, Y aniKL((Az);,b;) (13.53)
1€By,
so that
J
Gn(x,2) = Gp(z,z) + Z’y;lKL(:cj, ;) (13.54)
j=1
—0n > aniKL((Az);, (Az);). (13.55)

i€B,
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Therefore the distance G, (x, z) is minimized, as a function of z, by z = .
Now we minimize G, (x, z) as a function of . The following lemma shows
that the answer is

b;
i€Bn, )i
Lemma 13.6 For each x and z we have

J
Gn(r,2) = Gn(?,2) + Y ;'K L(x, 2)). (13.57)
j=1

It is clear that (z¥)’ = x**+1 for all k.
Now let b = Pu for some nonnegative vector u. We calculate G, (u, z*)
in two ways: using the definition we have

G (u, 2" Z’yj 'K L(uj, 2" r7) = dn Z ani K L(b;, (A2");), (13.58)
Jj=1 i€Bn

while using Lemma 13.57 we find that

G (u, 2®) = Gu (2", 2%) + Z% YK L(ug, 2. (13.59)
j=1
Therefore

J J
> v K L(uj,af) =Yy 'K L(uy, 2k (13.60)

Jj=1 Jj=1
= Gp(@",2%) + 6, Y aniKL(bi, (A*);). (13.61)

1€B,

We conclude several things from this.

First, the sequence {Z] 17 K L(uj,x j)} is decreasing, so that the
sequences {Gp(zF*1, %)} and {0, 3,5 aniKL(bi, (Az*);)} converge to
zero. Therefore the sequence {z*} is bounded and we may select an arbi-
trary cluster point z*. It follows that b = Az*. We may therefore replace
the generic solution u with z* to find that {Z] 17 1KL(x] ,a¥)} is a de-
creasing sequence; but since a subsequence converges to zero, the entire
sequence must converge to zero. Therefore {xk} converges to the solution

T*.
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Finally, since the right side of Equation (13.61) does not depend on
the particular choice of solution we made, neither does the left side. By
telescoping we conclude that

J

Z% YK L(uj,29) Z K L(uj, %) (13.62)
Jj=1 Jj=1

is also mdependent of the choice of u. Consequently, minimizing the func-
tion Z] 1Y 1KL(uJ, 9) over all solutions u is equivalent to minimizing

ijl v 1KL(uj, x}) over all solutions u; but the solution to the latter

problem is obviously u = x*. This completes the proof.
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Chapter 14

Regularization

When we use an iterative algorithm, we want it to solve our problem.
We also want the solution in a reasonable amount of time, and we want
slight errors in the measurements to cause only slight perturbations in the
calculated answer. We have already discussed the use of block-iterative
methods to accelerate convergence. Now we turn to regularization as a
means of reducing sensitivity to noise. Because a number of regularization
methods can be derived using a Bayesian maximum a posteriori approach,
regularization is sometimes treated under the heading of MAP methods;
see, for example, [185, 203] and the discussion in [59]. Penalty functions
are also used for regularization [115, 2, 3].

14.1 Where Does Sensitivity Come From?

We illustrate the sensitivity problem that can arise when the inconsistent
system Az = b has more equations than unknowns. We take A to be I by
J and we calculate the least-squares solution,

zrs = (ATA) "L AT, (14.1)

assuming that the J by J Hermitian, nonnegative-definite matrix @ =
(ATA) is invertible, and therefore positive-definite.
The matrix @ has the eigenvalue/eigenvector decomposition

Q = Mugul 4 -+ Ajugul, (14.2)
where the (necessarily positive) eigenvalues of Q are
M > XA >- 2> >0, (143)

and the vectors u; are the corresponding orthonormal eigenvectors.
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14.1.1 The Singular-Value Decomposition of A

The square roots y/A; are called the singular values of A. The singular-
value decomposition (SVD) of A is similar to the eigenvalue/eigenvector
decomposition of ): we have

A= \/A1u1v1+~~ -+ \/)\IquT], (14.4)

where the v; are particular eigenvectors of AAT. We see from the SVD that
the quantities \/E determine the relative importance of each term ujv;(.

The SVD is commonly used for compressing transmitted or stored im-
ages. In such cases, the rectangular matrix A is a discretized image. It
is not uncommon for many of the lowest singular values of A to be nearly
zero, and to be essentially insignificant in the reconstruction of A. Only
those terms in the SVD for which the singular values are significant need
to be transmitted or stored. The resulting images may be slightly blurred,
but can be restored later, as needed.

When the matrix A is a finite model of a linear imaging system, there
will necessarily be model error in the selection of A. Getting the dominant
terms in the SVD nearly correct is much more important (and usually much
easier) than getting the smaller ones correct. The problems arise when we
try to invert the system, to solve Ax = b for x.

14.1.2 The Inverse of Q) = ATA

The inverse of @ can then be written
Q' = M\ tuud 4+ -+ A ugub, (14.5)

so that, with AT6 = ¢, we have

ars = A ule)uy + -+ A;l(UBC)UJ. (14.6)

Because the eigenvectors are orthonormal, we can express ||Ab||3 = ||c||?
as

lel3 = Jufel* + - - + ufel, (14.7)

and ||zr1s||3 as
lzrs||2 = AT ule? + - - -+ A7 ule?. (14.8)

It is not uncommon for the eigenvalues of @) to be quite distinct, with some
of them much larger than the others. When this is the case, we see that
[|xrs||2 can be much larger than ||c||2, because of the presence of the terms
involving the reciprocals of the small eigenvalues. When the measurements
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b are essentially noise-free, we may have \ujc| relatively small, for the indices

near J, keeping the product )\;1|u;c\2 reasonable in size, but when the b
becomes noisy, this may no longer be the case. The result is that those
terms corresponding to the reciprocals of the smallest eigenvalues dominate
the sum for ;g and the norm of zyg becomes quite large. The least-
squares solution we have computed is essentially all noise and useless.

In our discussion of the ART, we saw that when we impose a non-
negativity constraint on the solution, noise in the data can manifest itself
in a different way. When A has more columns than rows, but Ax = b has
no non-negative solution, then, at least for those A having the full-rank
property, the non-negatively constrained least-squares solution has at most
I — 1 non-zero entries. This happens also with the EMML and SMART
solutions. As with the ART, regularization can eliminate the problem.

14.1.3 Reducing the Sensitivity to Noise

As we just saw, the presence of small eigenvalues for () and noise in b can
cause ||z1s||2 to be much larger than ||ATb||2, with the result that zpg is
useless. In this case, even though x¢ minimizes ||Az — b||2, it does so by
overfitting to the noisy b. To reduce the sensitivity to noise and thereby
obtain a more useful approximate solution, we can reqularize the problem.

It often happens in applications that, even when there is an exact so-
lution of Az = b, noise in the vector b makes such as exact solution unde-
sirable; in such cases a reqularized solution is usually used instead. Select
€ > 0 and a vector p that is a prior estimate of the desired solution. Define

Fe(z) = (1 = ¢)l| Az = b]|3 + €]z — pll3. (14.9)

Lemma 14.1 The function F, always has a unique minimizer I, given
by

fe=((1—e)ATA+el)™H((1 — €)ATb + ep); (14.10)

this is a reqularized solution of Ax = b. Here, p is a prior estimate of the
desired solution. Note that the inverse above always exists.

Note that, if p = 0, then

Ze = (ATA+~21) "1 A, (14.11)
1ie
the formula for xrg, replacing the inverse of the matrix Q = A'A with
the inverse of Q + ¥2I. When € is near zero, so is v2, and the matrices

for 42 = The regularized solution has been obtained by modifying
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Q and Q + +2I are nearly equal. What is different is that the eigenvalues
of @ + ~2I are \; + <2, so that, when the eigenvalues are inverted, the
reciprocal eigenvalues are no larger than 1/42, which prevents the norm of
x. from being too large, and decreases the sensitivity to noise.

Lemma 14.2 Let € be in (0,1), and let I be the identity matriz whose
dimensions are understood from the context. Then

(1—e)AAT +el)TA= A((1 — e)ATA+ )71, (14.12)
and, taking conjugate transposes,
AT((1 — e)AAT 4 el)™L = (1 — e)ATA + )T AT, (14.13)
Proof: Use the identity
A((1 = e)ATA+eI) = (1 — €)AAT +€I)A. (14.14)

Lemma 14.3 Any vector p in R’ can be written as p = Afq + r, where
Ar =0.

What happens to Z. as € goes to zero? This will depend on which case
we are in:

Case 1: J < I, and we assume that ATAis invertible; or

Case 2: J > I, and we assume that AAT is invertible.

Lemma 14.4 In Case 1, taking limits as e — 0 on both sides of the expres-
sion for . gives &. — (ATA)"LATb, the least squares solution of Az = b.

We consider Case 2 now. Write p = Atq + 7, with Ar = 0. Then
Ge=AT((1 - €)AAT +eI) "1 ((1 — )b+ €q) + ((1 — €)ATA + eI) "' (e()4.15)
Lemma 14.5 (a) We have

(1 —e)ATA4el) " (er) =1, (14.16)

for all € € (0,1). (b) Taking the limit of ., as ¢ — 0, we get T —
AY(AAN b 4 7. This is the solution of Ax = b closest to p.

Proof: For part (a) let
te=((1—e)ATA4 eI) " (er). (14.17)
Then, multiplying by A gives
At = A((1 — ) ATA 4 eI) "L (er). (14.18)

Now show that At. = 0. For part (b) draw a diagram for the case of one
equation in two unknowns. |
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14.2 Iterative Regularization

It is often the case that the entries of the vector b in the system Ax = b
come from measurements, so are usually noisy. If the entries of b are noisy
but the system Ax = b remains consistent (which can easily happen in the
under-determined case, with J > I), the ART begun at 2° = 0 converges
to the solution having minimum norm, but this norm can be quite large.
The resulting solution is probably useless. Instead of solving Az = b, we
regularize by minimizing, for example, the function F¢(x) given in Equation
(14.9). For the case of p = 0, the solution to this problem is the vector .
in Equation (14.11). However, we do not want to calculate AtA 4+ ~21, in
order to solve

(ATA+~2I)x = ATb, (14.19)

when the matrix A is large. Fortunately, there are ways to find Z., using
only the matrix A. We saw previously how this might be accomplished
using the ART; now we show how the Landweber algorithm can be used
to calculate this regularized solution.

14.2.1 Iterative Regularization with Landweber’s Al-
gorithm

Our goal is to minimize the function in Equation (14.9), with p = 0. Notice
that this is equivalent to minimizing the function

F(x) = ||Bz — cl|3, (14.20)

for
B— [;ﬂ , (14.21)

and
c— {8] , (14.22)

€
1—e'

where 0 denotes a column vector with all entries equal to zero nd v =
The Landweber iteration for the problem Bx = c¢ is

2"t = % + aBT (¢ — Bab), (14.23)

for 0 < a < 2/p(BTB), where p(BTB) is the spectral radius of BT B.
Equation (14.23) can be written as

2" = (1 — ay?)a® + AT (b — Azh). (14.24)

We see from Equation (14.24) that the Landweber algorithm for solving

the regularized least squares problem amounts to a relaxed version of the
Landweber algorithm applied to the original least squares problem.
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14.3 A Bayesian View of Reconstruction

The EMML iterative algorithm maximizes the likelihood function for the
case in which the entries of the data vector b = (by,...,b;)7 are assumed
to be samples of independent Poisson random variables with mean val-
ues (Ax);; here, A is an I by J matrix with nonnegative entries and
x = (71,...,27)T is the vector of nonnegative parameters to be estimated.
Equivalently, it minimizes the Kullback-Leibler distance K L(b, Az). This
situation arises in single photon emission tomography, where the b; are the
number of photons counted at each detector i, x is the vectorized image
to be reconstructed and its entries x; are (proportional to) the radionu-
clide intensity levels at each voxel j. When the signal-to-noise ratio is low,
which is almost always the case in medical applications, maximizing like-
lihood can lead to unacceptably noisy reconstructions, particularly when
J is larger than I. One way to remedy this problem is simply to halt the
EMML algorithm after a few iterations, to avoid over-fitting the x to the
noisy data. A more mathematically sophisticated remedy is to employ a
penalized-likelihood or Bayesian approach and seek a maximum a posteriori
(MAP) estimate of x.

In the Bayesian approach we view x as an instance of a random vector
having a probability density function f(x). Instead of maximizing the like-
lihood given the data, we now maximize the posterior likelihood, given both
the data and the prior distribution for x. This is equivalent to minimizing

F(z) = KL(b, Az) — log f(z). (14.25)

The EMML algorithm is an example of an optimization method based on
alternating minimization of a function H(x, z) > 0 of two vector variables.
The alternating minimization works this way: let x and z be vector vari-
ables and H(x,z) > 0. If we fix z and minimize H (x, z) with respect to =,
we find that the solution is x = z, the vector we fixed; that is,

H(x,z) > H(z,2) (14.26)

always. If we fix z and minimize H(x, z) with respect to z, we get something
new; call it Tz. The EMML algorithm has the iterative step 2*+! = Tz*.

Obviously, we can’t use an arbitrary function H; it must be related to
the function K L(b, Az) that we wish to minimize, and we must be able to
obtain each intermediate optimizer in closed form. The clever step is to
select H(z,z) so that H(x,z) = KL(b, Ax), for any x. Now see what we
have so far:

KL(b, Az*) = H (2% 2F) > H(a* 2F+1) (14.27)

> H (2" 2" = KL(b, Az*+1). (14.28)
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That tells us that the algorithm makes K L(b, Az*) decrease with each
iteration. The proof doesn’t stop here, but at least it is now plausible that
the EMML iteration could minimize K L(b, Ax).

The function H(x, z) used in the EMML case is the KL distance

I J
H(z,2) = KL(r(z),q(z)) = Z Z KL(r(x)ij,q(2)i;); (14.29)

we define, for each nonnegative vector x for which (Azx); = ijl Az >0,
the arrays r(z) = {r(z);;} and ¢(z) = {q(x);;} with entries

b,
o A 14.
T(:L‘)” LjAij (ASC)l ( 30)
and

With = 2* fixed, we minimize with respect to z to obtain the next
EMML iterate z**!. Having selected the prior pdf f(z), we want an itera-
tive algorithm to minimize the function F'(x) in Equation (14.25). It would
be a great help if we could mimic the alternating minimization formulation
and obtain 2**! by minimizing

KL(r(xk), q(z)) — log f(2) (14.32)

with respect to z. Unfortunately, to be able to express each new zF*! in

closed form, we need to choose f(x) carefully.

14.4 The Gamma Prior Distribution for x

In [168] Lange et al. suggest viewing the entries z; as samples of indepen-
dent gamma-distributed random variables. A gamma-distributed random
variable x takes positive values and has for its pdf the gamma distribution
defined for positive = by

V(z) = L(%)%“‘le““/ﬂ’ (14.33)

where o and ( are positive parameters and I" denotes the gamma function.
The mean of such a gamma-distributed random variable is then p = 3 and
the variance is 02 = 5%/a.
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Lemma 14.6 If the entries z; of z are viewed as independent and gamma-
distributed with means p; and variances O'JQ-, then minimizing the function
in line (14.32) with respect to z is equivalent to minimizing the function

J
KL(r(z"),q(2)) + Z(SjKL(vj,sz (14.34)
J=1
for
) 2 _ 52
o=t g, =t (14.35)
Uj 7

under the assumption that the latter term is positive.

The resulting regularized EMML algorithm is the following:

Algorithm 14.1 (y-prior Regularized EMML) Let 2° be an arbitrary
positive vector. Then let

I
0; 1
ptt= . j b A;ibi/(A ki 14.36
v 5j+sj%+6j+ijy ;:1: jbi/ (Az%)i, ( )

I
where s; = .1 Aij.

We see from Equation (14.36) that the MAP iteration using the gamma
priors generates a sequence of estimates each entry of which is a convex
combination or weighted arithmetic mean of the result of one EMML step

and the prior estimate ;. Convergence of the resulting iterative sequence
is established by Lange, Bahn and Little in [168]; see also [45].

14.5 The One-Step-Late Alternative

It may well happen that we do not wish to use the gamma priors model
and prefer some other f(z). Because we will not be able to find a closed
form expression for the z minimizing the function in line (14.32), we need
some other way to proceed with the alternating minimization. Green [134]
has offered the one-step-late (OSL) alternative.

When we try to minimize the function in line (14.32) by setting the
gradient to zero we replace the variable z that occurs in the gradient of the
term — log f(z) with z¥, the previously calculated iterate. Then, we can
solve for z in closed form to obtain the new x**!. Unfortunately, negative
entries can result and convergence is not guaranteed. There is a sizable
literature on the use of MAP methods for this problem. In [54] an interior
point algorithm (IPA) is presented that avoids the OSL issue. In [186] the
IPA is used to regularize transmission tomographic images.
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14.6 Regularizing the SMART

The SMART algorithm is not derived as a maximum likelihood method, so
regularized versions do not take the form of MAP algorithms. Neverthe-
less, in the presence of noisy data, the SMART algorithm suffers from the
same problem that afflicts the EMML, overfitting to noisy data resulting
in an unacceptably noisy image. As we saw earlier, there is a close con-
nection between the EMML and SMART algorithms. This suggests that a
regularization method for SMART can be developed along the lines of the
MAP with gamma priors used for EMML. Since the SMART is obtained by
minimizing the function K L(q(z),r(x*)) with respect to z to obtain xz**+1,
it seems reasonable to attempt to derive a regularized SMART iterative
scheme by minimizing

J
KL(q(z),r(z*)) + Y 6, KL(2,7;), (14.37)

Jj=1

as a function of z, for selected positive parameters ¢; and ;. This leads to
the following algorithm:

Algorithm 14.2 (Regularized SMART) Let 2° be an arbitrary positive
vector. Then let

5,
k+1 _ J 1 .
J 5j + s 8% +

I
log = xf ZAij log[b;/(Az");].  (14.38)
i=1

6j+5j

In [45] it was shown that this iterative sequence converges to a minimizer
of the function

J
KL(Az,y)+ Y 6;KL(x;,7;). (14.39)
j=1

It is useful to note that, although it may be possible to rederive this min-
imization problem within the framework of Bayesian MAP estimation by
carefully selecting a prior pdf for the vector z, we have not done so. The
MAP approach is a special case of regularization through the use of penalty
functions. These penalty functions need not arise through a Bayesian for-
mulation of the parameter-estimation problem.

14.7 De Pierro’s Surrogate-Function Method

In [97] De Pierro presents a modified EMML algorithm that includes reg-
ularization in the form of a penalty function. His objective is the same as
ours was in the case of regularized SMART: to embed the penalty term



142 CHAPTER 14. REGULARIZATION

in the alternating minimization framework in such a way as to make it
possible to obtain the next iterate in closed form. Because his surrogate
function method has been used subsequently by others to obtain penalized
likelihood algorithms [80], we consider his approach in some detail.

Let = and z be vector variables and H(z,z) > 0. Mimicking the be-
havior of the function H(x,z) used in Equation (14.29), we require that
if we fix z and minimize H (z,z) with respect to x, the solution should be
x = z, the vector we fixed; that is, H(x,z) > H(z,z) always. If we fix
x and minimize H(x,z) with respect to z, we should get something new;
call it Tx. As with the EMML, the algorithm will have the iterative step
ohtl = Tk,

Summarizing, we see that we need a function H (x, z) with the properties
(1) H(z,2) > H(z,z2) for all x and z; (2) H(x,z) is the function F(z) we
wish to minimize; and (3) minimizing H (z, z) with respect to z for fixed z
is easy.

The function to be minimized is

F(z) = KL(b, Az) + g(x), (14.40)

where g(z) > 0 is some penalty function. De Pierro uses penalty functions
g(z) of the form

zp: ({si,z)). (14.41)

Let us define the matrix S to have for its I[th row the vector slT Then

(s1,x) = (Sz);, the Ith entry of the vector Sz. Therefore,

= fil(Sz)). (14.42)
=1

Let A\;; > 0 with Z‘j]:l Ai; =1, for each .
Assume that the functions f; are convex. Therefore, for each [, we have

J J
=H0_ Siyzy) = L Ni(Sii/ Ng)z)) (14.43)
j=1

j=1
J
Z Ay fi((S15/ Mg ) (14.44)
Therefore,
P J
ZZ Ay fi((S1g/ M) ;) (14.45)
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So we have replaced g(z) with a related function in which the z; occur
separately, rather than just in the combinations (Sz);. But we aren’t quite
done yet.

We would like to take for De Pierro’s H(x, z) the function used in the
EMML algorithm, plus the function

J

NE

Mg (S / M) z5). (14.46)

l 1

1J
But there is one slight problem: we need H(z,z) = F(z), which we don’t

have yet.
De Pierro’s clever trick is to replace f;((Si;/A\ij)z;) with

fi ((Slj//\lj)zj - (Slj/Alj)l“j) + fi((Sz)). (14.47)

So, De Pierro’s function H(z,z) is the sum of the H(z,z) used in the
EMML case and the function

p J P
DD N ((Slj/Alj)Zj - (SU/NJ')%') +)A(Sz)). (14.48)
=1

=1 j=1

Now he has the three properties he needs. Once he has computed z*, he
minimizes H(z*,2) by taking the gradient and solving the equations for
the correct z = Ta* = zF*!. For the choices of f; he discusses, these
intermediate calculations can either be done in closed form (the quadratic
case) or with a simple Newton-Raphson iteration (the logcosh case).

14.8 Block-Iterative Regularization

We saw previously that it is possible to obtain a regularized least-squares
solution ., and thereby avoid the limit cycle, using only the matrix A and
the ART algorithm. This prompts us to ask if it is possible to find regular-
ized SMART solutions using block-iterative variants of SMART. Similarly,
we wonder if it is possible to do the same for EMML.

Open Question: Can we use the MART to find the minimizer of the
function

KL(Az,b) + eKL(z,p)? (14.49)
More generally, can we obtain the minimizer using RBI-SMART?

Open Question: Can we use the RBI-EMML methods to obtain the
minimizer of the function

KL(b,Ax) + eKL(p,x)? (14.50)
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There have been various attempts to include regularization in block-
iterative methods, to reduce noise sensitivity and avoid limit cycles; the
paper by Ahn and Fessler [2] is a good source, as is [3]. Most of these
approaches have been ad hoc, with little or no theoretical basis. Typically,
they simply modify each iterative step by including an additional term that
appears to be related to the regularizing penalty function. The case of the
ART is instructive, however. In that case, we obtained the desired iterative
algorithm by using an augmented set of variables, not simply by modifying
each step of the original ART algorithm. How to do this for the MART
and the other block-iterative algorithms is not obvious.

Recall that the RAMLA method in Equation (13.48) is similar to the
RBI-EMML algorithm, but employs a sequence of decreasing relaxation
parameters, which, if properly chosen, will cause the iterates to converge
to the minimizer of KL(b, Az), thereby avoiding the limit cycle. In [99]
De Pierro and Yamaguchi present a regularized version of RAMLA, but
without guaranteed convergence.
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Block-Iterative ART

15.1 Introduction and Notation

The ART is a sequential algorithm, using only a single equation from the
system Ax = b at each step of the iteration. In this chapter we consider
iterative procedures for solving Az = b in which several or all of the equa-
tions are used at each step. Such methods are called block-iterative and
simultaneous algorithms, respectively.

We are concerned here with iterative methods for solving, at least ap-
proximately, the system of I linear equations in J unknowns symbolized
by Az = b. In the applications of interest to us, such as medical imaging,
both I and J are quite large, making the use of iterative methods the only
feasible approach. It is also typical of such applications that the matrix
A is sparse, that is, has relatively few non-zero entries. Therefore, itera-
tive methods that exploit this sparseness to accelerate convergence are of
special interest to us.

The algebraic reconstruction technique (ART) of Gordon, et al. [132] is
a sequential method; at each step only one equation is used. The current
vector 2F~1 is projected orthogonally onto the hyperplane corresponding
to that single equation, to obtain the next iterate z*. The iterative step of

the ART is
_ b; — Aghk-1 i
af = a7+ Ay J(iz) , (15.1)
> i1 | Ait]

where i = k(mod I). The sequence {x*} converges to the solution closest
to 2V in the consistent case, but only converges subsequentially to a limit
cycle in the inconsistent case.

Cimmino’s method [83] is a simultaneous method, in which all the equa-
tions are used at each step. The current vector ¥~ is projected orthog-
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onally onto each of the hyperplanes and these projections are averaged to
obtain the next iterate z*. The iterative step of Cimmino’s method is

k-1 bi — (AzF1);
g IZ< +A“<zf_1|Ait|2 ))

which can also be written as

k 1 Z (bAM> (15.2)

IZt 1 |Azt|
Landweber’s iterative scheme [165] with
o = 2*=1 4 BY(d — Ba*1), (15.3)

converges to the least-squares solution of Bx = d closest to x°, provided
that the largest singular value of B does not exceed one. If we let B be the
matrix with entries

J
Bi; = Aij/ IZ [ Aie|?,

t=1

and define

J
di = bi/\| T |Aul?,
=1

then, since the trace of the matrix BB' is one, convergence of Cimmino’s
method follows. However, using the trace in this way to estimate the
largest singular value of a matrix usually results in an estimate that is
far too large, particularly when A is large and sparse, and therefore in an
iterative algorithm with unnecessarily small step sizes.

The appearance of the term

J
Iy Al
t=1

in the denominator of Cimmino’s method suggested to Censor et al. [75]
that, when A is sparse, this denominator might be replaced with

J

Zst|Ait|27

t=1

where s; denotes the number of non-zero entries in the tth column of A.
The resulting iterative method is the component-averaging (CAV) itera-
tion. Convergence of the CAV method was established by showing that no
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singular value of the matrix B exceeds one, where B has the entries

In [61] we extended this result, to show that no eigenvalue of ATA exceeds
the maximum of the numbers

J

pi = silAul.

t=1

Convergence of CAV then follows, as does convergence of several other
methods, including the ART, Landweber’s method, the SART [5], the
block-iterative CAV (BICAV) [76], the CARP1 method of Gordon and
Gordon [133], a block-iterative variant of CARP1 obtained from the DROP
method of Censor et al. [74], and the SIRT method [233].

For a positive integer N with 1 < N < I, we let By,..., By be not
necessarily disjoint subsets of the set {i = 1,...,I}; the subsets B,, are
called blocks. We then let A,, be the matrix and b" the vector obtained
from A and b, respectively, by removing all the rows except for those whose
index ¢ is in the set B,,. For each n, we let s,,; be the number of non-zero
entries in the tth column of the matrix A,, s, the maximum of the s,;,
s the maximum of the s;, and L, = p(Af A,) be the spectral radius, or
largest eigenvalue, of the matrix Al A, with L = p(ATA). We denote by
A; the ith row of the matrix A, and by v; the length of A;, so that

J
v =Y |Ail
=1

15.2 Cimmino’s Algorithm

The ART seeks a solution of Az = b by projecting the current vector
2#=1 orthogonally onto the next hyperplane H(ai(’“), bi(ky) to get z"; here
i(k) = k(mod)I. In Cimmino’s algorithm, we project the current vector
xF~1 onto each of the hyperplanes and then average the result to get a*.
The algorithm begins at & = 1, with an arbitrary z; the iterative step is
then

1
ab = ZPiack_l, (15.4)
i=1
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where P; is the orthogonal projection onto H (a’,b;). The iterative step can
then be written as

ok = b 4 EZ <A”(bi — (fmk_l)i)>. (15.5)

As we saw in our discussion of the ART, when the system Ax = b has
no solutions, the ART does not converge to a single vector, but to a limit
cycle. One advantage of many simultaneous algorithms, such as Cimmino’s,
is that they do converge to the least squares solution in the inconsistent
case.

When v; = 1 for all 4, Cimmino’s algorithm has the form z**! = Tz*,
for the operator T given by

1 1
— (T — Z At —Af
Tx = (I ATA)x + - A"h.

Experience with Cimmino’s algorithm shows that it is slow to converge.
In the next section we consider how we might accelerate the algorithm.

15.3 The Landweber Algorithms

For simplicity, we assume, in this section, that 1; = 1 for all i. The Landwe-
ber algorithm [165, 16], with the iterative step

af =kl y AT (b — AzhY), (15.6)
converges to the least squares solution closest to the starting vector z°,
provided that 0 < v < 2/Anaz, Where Mg, is the largest eigenvalue of
the nonnegative-definite matrix AT A. Loosely speaking, the larger v is, the
faster the convergence. However, precisely because A is large, calculating
the matrix ATA, not to mention finding its largest eigenvalue, can be pro-
hibitively expensive. The matrix A is said to be sparse if most of its entries
are zero. Useful upper bounds for A, are then given by Theorems 15.2
and 15.3.

15.3.1 Finding the Optimum ~

The operator
Tz =2+ AT (b — Azx) = (I — yATA)z + vATb
is affine linear and is av if and only if its linear part, the Hermitian matrix

B=1—-~A%A,
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is av. To guarantee this we need 0 < v < 2/Ajpaz. Should we always try to
take  near its upper bound, or is there an optimum value of v? To answer
this question we consider the eigenvalues of B for various values of ~.

Lemma 15.1 If~ < 0, then none of the eigenvalues of B is less than one.

Lemma 15.2 For

2
0<~y< , 15.7
=7= /\maac + Amin ( )
we have
p(B) =1 = vAmin; (15.8)
the smallest value of p(B) occurs when
2
= 15~9
7 )\maa: + >\mzn ’ ( )
and equals
)\mam - )\mzn
. 15.10
>\maz + )\min ( )
Similarly, for
> 2 (15.11)
T= /\maac + Amin7 '
we have
p(B) = YAmaz — 1 (1512)
the smallest value of p(B) occurs when
2
= 15.13
7 )\max + >\mzn ’ ( )
and equals
)\mam - )\mzn (1514)

>\maz + /\mzn .

We see from this lemma that, if 0 < v < 2/A42, and Ay, > 0, then
| Bll2 = p(B) < 1, so that B is sc. We minimize ||B||2 by taking

2

maz T /\min

— 15.1
=y , (15.15)
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in which case we have
)\ma:r - /\mzn o c—1

By = = :
H ”2 )\max + /\min c+1

(15.16)

for ¢ = Apaw/Amin, the condition number of the positive-definite matrix
At A. The closer ¢ is to one, the smaller the norm ||B||2, and the faster the
convergence.

On the other hand, if A, = 0, then p(B) = 1 for all « in the interval
(0,2/Amaz)- The matrix B is still av, but it is no longer sc. For example,
consider the orthogonal projection Py onto the hyperplane Hy = H(a,0),
where ||a||2 = 1. This operator can be written

Py=1—aal. (15.17)

The largest eigenvalue of aa' is A\pae = 1; the remaining ones are zero.
The relaxed projection operator

B =1 —~aa' (15.18)

has p(B) = 1—~v > 1, if v < 0, and for v > 0, we have p(B) = 1. The
operator B is av, in fact, it is fne, but it is not sc.

15.3.2 The Projected Landweber Algorithm

When we require a nonnegative approximate solution « for the real system
Ax = b we can use a modified version of the Landweber algorithm, called
the projected Landweber algorithm [16], in this case having the iterative
step

af = (2% AT (b — AzF)) (15.19)

where, for any real vector a, we denote by (a); the nonnegative vector
whose entries are those of a, for those that are nonnegative, and are zero
otherwise. The projected Landweber algorithm converges to a vector that
minimizes || Az — b||2 over all nonnegative vectors z, for the same values of
.

The projected Landweber algorithm is actually more general. For any
closed, nonempty convex set C' in X, define the iterative sequence

a* = Po(ab 4 yAT(b — AzF)). (15.20)

This sequence converges to a minimizer of the function ||Az — b||2 over all
x in C, whenever such minimizers exist.

Both the Landweber and projected Landweber algorithms are special
cases of the CQ algorithm [56], which, in turn, is a special case of the
more general iterative fixed point algorithm, the Krasnoselskii/Mann (KM)
method, with convergence governed by the KM Theorem (see [62]).
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15.4 Some Upper Bounds for L

For the iterative algorithms we shall consider here, having a good upper
bound for the largest eigenvalue of the matrix AfA is important. In the
applications of interest, principally medical image processing, the matrix
A is large; even calculating ATA, not to mention computing eigenvalues,
is prohibitively expensive. In addition, the matrix A is typically sparse,
but ATA will not be, in general. In this section we present upper bounds
for L that are particularly useful when A is sparse and do not require the
calculation of ATA.

15.4.1 Our Basic Eigenvalue Inequality

In [233] van der Sluis and van der Vorst show that certain rescaling of
the matrix A results in none of the eigenvalues of ATA exceeding one. A
modification of their proof leads to upper bounds on the eigenvalues of the
original ATA ([61]). For any a in the interval [0, 2] let

I
Caj = Caj(A) = Y |Ai5|,
=1

J

Tai = Tai(A) = Z |Ai; 1>,

j=1

and ¢, and r, the maxima of the c,; and 74;, respectively. We prove the
following theorem.

Theorem 15.1 For any a in the interval [0, 2], no eigenvalue of the matrix
AT A exceeds the mazimum of

J
> cajl Aigl>,
=1

over all i, nor the mazximum of

I
Zrai|Aij|a7
i=1

over all j. Therefore, no eigenvalue of AYA exceeds corq.

Proof: Let At Av = \v, and let w = Av. Then we have

1A w]|* = Aljw]|?.
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Applying Cauchy’s Inequality, we obtain

I 2 I 9
‘ZAijwi = (Z|Aij|a/2\A,»j|1—a/2|wi|>
=1

i=1

I I
< (X 1Aul) (3 14w ?)-
=1 1=1
Therefore,
J I J
JAfwll? < 37 (s (3 AP wil®)) = D7 (D caslAig 272
j=1 i=1 i=1  j=1

J

< max (Z Caj|Aij|2_a) ]|

j=1
The remaining two assertions follow in similar fashion. |

As a corollary, we obtain the following eigenvalue inequality, which is
central to our discussion.

Theorem 15.2 For eacht=1,2,...,1, let

J
pi=> sildil
j=1
and let p be the mazimum of the p;. Then L < p.

Proof: Take a = 0. Then, using the convention that 0° = 0, we have
Coj = Sj- I

Corollary 15.1 Selecting a = 1, we have
L=[Al3 < [All:llAllc = 1.
Corollary 15.2 Selecting a = 2, we have
L=|Al3 < [ AlZ,
where ||A||r denotes the Frobenius norm of A.
Corollary 15.3 Let G be the matriz with entries
Gij = Aijv/ai/ B,

where
J 1
a; < (Zsjﬁj|Aij|2> ;
j=1

for alli. Then p(G'G) < 1.



15.4. SOME UPPER BOUNDS FOR L 153

Proof: We have

J J
D silGult =iy siBl Ay < 1,
Jj=1 j=1
for all i. The result follows from Corollary 15.2. |

Corollary 15.4 If ijl 5| Aij|> <1 for all i, then L < 1.

Corollary 15.5 If0 < v; < pi_1 for all @, then the matriz B with entries

Proof: We have
J J
D silByl? =Y silAil* = qaps < 1.
j=1 j=1
Therefore, p(BTB) < 1, according to the theorem. |

Corollary 15.6 ([56]; [252], Th. 4.2) If 337 |Ay;|* =1 for each i, then
L <s.

Proof: For all i we have

J J
pi= Y silAilP <sd |Ayl =
j=1 j=1
Therefore,
L<p<s.

Corollary 15.7 If, for some a in the interval [0,2], we have
a; <1l (15.21)
for each i, and
B; <y (15.22)
for each j, then, for the matriz G with entries
Gij = AijVai/Bj,

no eigenvalue of G1G exceeds one.
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Proof: We calculate cq;(G) and 7,;(G) and find that

I
caj(G) < (mﬁxa?m)ﬂ?/zzmma = (maxa i )5?/2%(14)»
i=1

and
rei(G) < (maxﬁ1 a/2>aka/2rai(A).

K2

Therefore, applying the inequalities (15.21) and (15.22), we have
Caj(G)Tm'(G) S ].,

for all i and j. Consequently, p(GTG) < 1. |

15.4.2 Another Upper Bound for L

The next theorem ([56]) provides another upper bound for L that is useful
when A is sparse. As previously, for each 7 and j, we let e;; = 1, if A;; is not

zero, and e;; = 0,if A;; =0. Let 0 < v; = Z}I:1 |A;5]2, 05 = Zle eijvz,
and o be the maximum of the o;.

Theorem 15.3 ([56]) No eigenvalue of ATA exceeds o.

Proof: Let AtAv = cv, for some non-zero vector v and scalar ¢. With
w = Av, we have
wiAATw = cwlw.

Then

I
paemal
i=1

C< (e )(zuew)

i=1

I
‘ § z]ez]Vz -
— Vi

- (L o < (L)

Therefore, we have

2

J
cwfw = wlAATw = Z ‘ Ajjw;

I
=1

j=1 1

J I i |2 I
<o) (X Aulo) =0 X luil = ow'w.
j=1 Vi i=1

We conclude that ¢ < o. |
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Corollary 15.8 Let the rows of A have Fuclidean length one. Then no
eigenvalue of AT A exceeds the mazimum number of non-zero entries in any
column of A.

Proof: We have 17 = ijl |4;;1*> = 1, for each i, so that o; = s; is
the number of non-zero entries in the jth column of A, and ¢ = s is the
maximum of the o;. |

When the rows of A have length one, it is easy to see that L < I, so
the choice of v = % in the Landweber algorithm, which gives Cimmino’s
algorithm [83], is acceptable, although perhaps much too small.

The proof of Theorem 15.3 is based on results presented by Arnold Lent
in informal discussions with Gabor Herman, Yair Censor, Rob Lewitt and
me at MIPG in Philadelphia in the late 1990’s.

15.5 The Basic Convergence Theorem

The following theorem is a basic convergence result concerning block-iterative
ART algorithms.

Theorem 15.4 Let L, < 1, forn = 1,2,.... N. If the system Ax = b is
consistent, then, for any starting vector z°, and with n = n(k) = k(mod N)
and \i € 6,2 — €] for all k, the sequence {z*} with iterative step

ok = 2Pt N AT (" — ApahTh (15.23)
converges to the solution of Az =b for which ||x — x°]| is minimized.

We begin with the following lemma.

Lemma 15.3 Let T be any (not necessarily linear) operator on R’, and
S =1—T, where I denotes the identity operator. Then, for any x and vy,
we have

lz =yl = | T — Ty||* = 2(Sz — Sy,x —y) — ||Sz — Sy||*. (15.24)

The proof is a simple calculation and we omit it here.
Proof of Theorem 15.4: Let Az = b. Applying Equation (15.24) to the
operator

Tz =z + M AL (D" — Apz),

we obtain

2 — P2 = |lz = 2P| = 20607 — A 2B T2 = N2 || AL b — AT AL 2R
k n n
(15.25)
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Since L, <1, it follows that
1ALD" — AT A 7H* < ([ — Apz™ 2.
Therefore,
Iz =12 = [l = 2®)2 = (20 =AD" — Apz™ 1%,

from which we draw several conclusions:

e the sequence {||z — 2*||} is decreasing;

e the sequence {||b” — A,2*~!||} converges to zero.
In addition, for fixed n = 1,..., N and m — oo,

e the sequence {||b" — A,z™N*+"~1||} converges to zero;

e the sequence {z™N*+"} is bounded.

Let ! be a cluster point of the sequence {z™*1}; then there is sub-
sequence {z™N*1} converging to x*'. The sequence {z™V*+2} is also
bounded, and we select a cluster point z*2. Continuing in this fashion, we
obtain cluster points z*", for n = 1,..., N. From the conclusions reached
previously, we can show that z*" = z*"*! = z*, forn = 1,2,..., N — 1,
and Az* = b. Replacing the generic solution & with the solution x*, we
see that the sequence {||z* — 2%||} is decreasing. But, subsequences of this
sequence converge to zero, so the entire sequence converges to zero, and so
zF — .

Now we show that x* is the solution of Az = b that minimizes ||z —
Since z* — z*~1 is in the range of AT for all k, so is z* — 2°, from which it
follows that z* is the solution minimizing ||z —x°||. Another way to get this
result is to use Equation (15.25). Since the right side of Equation (15.25)
is independent of the choice of solution, so is the left side. Summing both
sides over the index k reveals that the difference

Il

lz =2 — [|lz — 2|2
is independent of the choice of solution. Consequently, minimizing ||z — 2°||
over all solutions « is equivalent to minimizing ||z — 2*|| over all solutions
x; the solution to the latter problem is clearly = = x*.

15.6 Simultaneous Iterative Algorithms

In this section we apply the previous theorems to obtain convergence of
several simultaneous iterative algorithms for linear systems.
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15.6.1 The General Simultaneous Iterative Scheme

In this section we are concerned with simultaneous iterative algorithms
having the following iterative step:

I
ok = ah N Ay (b — (AR, (15.26)

=1

with A\; € [¢,1] and the choices of the parameters ;; that guarantee con-
vergence. Although we cannot prove convergence for this most general
iterative scheme, we are able to prove the following theorems for the sepa-
rable case of v;; = a; ;.

Theorem 15.5 If, for some a in the interval [0,2], we have

o <1t (15.27)
for each i, and

B < iy (15.28)

for each j, then the sequence {x*} given by Equation (15.26) converges to
the minimizer of the proximity function

I
Za”bi — (AJ?)Z‘Q
i=1
for which
J
> 55 g —ag?
j=1
18 minimized.
Proof: For each 7 and j, let
Gij = Vain/ B Aij,
zj = T3/ Bi;

and
d; = \/a;b;.

Then Az = b if and only if Gz = d. From Corollary 15.7 we have that
p(GTG) < 1. Convergence then follows from Theorem 15.4. |
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Corollary 15.9 Let v;; = «;3;, for positive a; and 3;. If

J

o (L smlaul) (15.29)

j=1
for each i, then the sequence {x*} in (15.26) converges to the minimizer of

the proximity function
I
> ailb; — (Az)i[?
i=1

for which
J
-1 02
E Bj |‘TJ €L
=1
s minimized.

Proof: We know from Corollary 15.3 that p(GTG) < 1. |

15.6.2 Some Convergence Results

We obtain convergence for several known algorithms as corollaries to the
previous theorems.

The SIRT Algorithm:

Corollary 15.10 (/233]) For some a in the interval [0,2] let o; = " and
B = c;jl. Then the sequence {x*} in (15.26) converges to the minimizer
of the proximity function

I
Zozz|bz — (AZE)IL 2
i=1
for which
J
> B ey — g
j=1
s minimized.
For the case of a = 1, the iterative step becomes
A (b — (AzF~1),
e m§“+2( (b — (Aat1))) )
Zt 1 |Azt|)(zm:1 ‘AmjD

which was considered in [138]. The SART algorithm [5] is a special case,
in which it is assumed that A;; > 0, for all ¢ and j.




15.6. SIMULTANEOUS ITERATIVE ALGORITHMS 159

The CAV Algorithm:
Corollary 15.11 If 3; = 1 and oy satisfies

J

-1
O<Oéi§ (Zsle”lQ) s

j=1

for each i, then the algorithm with the iterative step
I
oF =2t N Zai(bi — (AzF1),) Al (15.30)
i=1
converges to the minimizer of
I
> ailbi — (Az" 1))
i=1

for which ||z — 2°|| is minimized.

When
J

-1
o = (ZSJ|A”‘2) s
j=1
for each 4, this is the relaxed component-averaging (CAV) method of Censor
et al. [75].

The Landweber Algorithm: When §; = 1 and o; = « for all ¢ and j,
we have the relaxed Landweber algorithm. The convergence condition in
Equation (15.21) becomes

J —1
a< (ZSHAMQ) =i
j=1

for all i, so a < p~! suffices for convergence. Actually, the sequence {z*}
converges to the minimizer of |Ax — b|| for which the distance ||z — z°|| is
minimized, for any starting vector z°, when 0 < a < 1/L. Easily obtained
estimates of L are usually over-estimates, resulting in overly conservative
choices of a. For example, if A is first normalized so that Z;.le |47 =1
for each ¢, then the trace of ATA equals I, which tells us that L < I. But
this estimate, which is the one used in Cimmino’s method [83], is far too
large when A is sparse.

The Simultaneous DROP Algorithm:
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Corollary 15.12 Let 0 < w; <1,

J —1
Q; = ’wil/i_Q = wi(z |Aij|2)
7j=1

and B = s; L for each i and j. Then the simultaneous algorithm with the
iterative step

I —_
(b — (AzF—1),
SRR D VN (w (b (2 - )z)>7 (15.31)

i=1 S5Vi

converges to the minimizer of the function

I 2

Z wi(bi — (A.’E)z)

: Vi

=1

for which the function
J

> sjlay — af)?
j=1

s minimized.
For w; = 1, this is the CARP1 algorithm of [133] (see also [102, 75, 76]).
The simultaneous DROP algorithm of [74] requires only that the weights
w; be positive, but dividing each w; by their maximum, max;{w;}, while
multiplying each A; by the same maximum, gives weights in the interval
(0,1]. For convergence of their algorithm, we need to replace the condition
)\kSQ—EWith)\kS #{ZM}
The denominator in CAV is
J
Z St |Ait |27
t=1

while that in CARP1 is ;
Sj Z |Ait|2~
t=1

It was reported in [133] that the two methods differed only slightly in the
simulated cases studied.

15.7 Block-iterative Algorithms

The methods discussed in the previous section are simultaneous, that is,
all the equations are employed at each step of the iteration. We turn now
to block-iterative methods, which employ only some of the equations at
each step. When the parameters are appropriately chosen, block-iterative
methods can be significantly faster than simultaneous ones.
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15.7.1 The Block-Iterative Landweber Algorithm

For a given set of blocks, the block-iterative Landweber algorithm has the
following iterative step: with n = k(mod N),

ok =2y AT (00— AR, (15.32)

The sequence {z*} converges to the solution of Az = b that minimizes
|z — 2|, whenever the system Az = b has solutions, provided that the
parameters 7y, satisfy the inequalities 0 < ~,, < 1/L,. This follows from
Theorem 15.4 by replacing the matrices A, with /7,4, and the vectors
b" with /7,0,

If the rows of the matrices A,, are normalized to have length one, then
we know that L,, < s,. Therefore, we can use parameters =, that satisfy

J —_
0< 7, < (sn 3 |Aij\2) B (15.33)
j=1

for each i € B,,.

15.7.2 The BICAV Algorithm

We can extend the block-iterative Landweber algorithm as follows: let
n = k(mod N) and

ok =kt Z ~i(bi — (Az*~1),) Al (15.34)
i€Bn

It follows from Theorem 15.2 that, in the consistent case, the sequence {z*}
converges to the solution of Ax = b that minimizes ||z —2°||, provided that,
for each n and each i € B,,, we have

J

—1

Vi < (anj\Aij|2) -
i=1

The BICAV algorithm [76] uses

J -1
Vi = (anj\AijF) :
j=1
The iterative step of BICAV is

_ k—1y.
ab = ah T Y (Z’(Ax)> Al (15.35)

J
i€By Dot Snt|Ai]?
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15.7.3 A Block-Iterative CARP1

The obvious way to obtain a block-iterative version of CARP1 would be to
replace the denominator term

J
550 | Aul?
t=1
with
J
Snj Z |Ait|2~
t=1

However, this is problematic, since we cannot redefine the vector of un-
knowns using z; = x;,/Sy,;, since this varies with n. In [74], this issue is
resolved by taking 7; to be not less than the maximum of the s,;, and
using the denominator

J
7Y [ Aul® =70,
t=1

A similar device is used in [153] to obtain a convergent block-iterative
version of SART. The iterative step of DROP is

ah =2t ) (@W) (15.36)

T;V;
1€EB, I

Convergence of the DROP (diagonally-relaxed orthogonal projection)
iteration follows from their Theorem 11. We obtain convergence as a corol-
lary of our previous results.

The change of variables is z; = z;,/7;, for each j. Using our eigenvalue
bounds, it is easy to show that the matrices C,, with entries

Ay
(Cn)ij = | —== |,
ViV
for all i € B, and all j, have p(C}C,) < 1. The resulting iterative scheme,

which is equivalent to Equation (15.36), then converges, whenever Az = b
is consistent, to the solution minimizing the proximity function

>

=1

2

Vi

for which the function ;
02
Z Tjlzj — j|
j=1

is minimized.
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15.7.4 Using Sparseness

Suppose, for the sake of illustration, that each column of A has s non-zero
elements, for some s < I, and we let r = s/I. Suppose also that the number
of members of B, is I,, = I/N for each n, and that N is not too large.
Then s, is approximately equal to rI, = s/N. On the other hand, unless
A, has only zero entries, we know that s, > 1. Therefore, it is no help to
select N for which s/N < 1. For a given degree of sparseness s we need not
select N greater than s. The more sparse the matrix A, the fewer blocks
we need to gain the maximum advantage from the rescaling, and the more
we can benefit from parallelization in the calculations at each step of the
algorithm in Equation (15.23).

15.8 Exercises

Exercise 15.1 Prove Lemma 15.1.

Exercise 15.2 (Computer Problem) Compare the speed of convergence
of the ART and Cimmino algorithms.

Exercise 15.3 (Computer Problem) By generating sparse matrices of
various sizes, test the accuracy of the estimates of the largest singular-value
given above.
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Chapter 16

The Split Feasibility
Problem

The split feasibility problem (SFP) [71] is to find ¢ € C with Ac € Q, if such
points exist, where A is a real I by J matrix and C and @ are nonempty,
closed convex sets in R’ and R’, respectively. In this chapter we discuss
the CQ algorithm for solving the SFP, as well as recent extensions and
applications.

16.1 The CQ Algorithm

In [56] the CQ algorithm for solving the SFP was presented, for the real
case. It has the iterative step

af = Po(ab — AT (I — Pg)Az®), (16.1)

where [ is the identity operator and v € (0,2/p(AT A)), for p(AT A) the
spectral radius of the matrix AT A, which is also its largest eigenvalue. The
CQ algorithm can be extended to the complex case, in which the matrix A
has complex entries, and the sets C and Q are in C and C’, respectively.
The iterative step of the extended CQ algorithm is then

" = Po(ab — yAT(I — Pg) Azh). (16.2)
The CQ algorithm converges to a solution of the SFP, for any starting

vector ¥, whenever the SFP has solutions. When the SFP has no solutions,
the CQ algorithm converges to a minimizer of the function

1
f(@) = 5l[PoAw — Aux|[3

165
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over the set C, provided such constrained minimizers exist [57]. The CQ al-
gorithm employs the relaxation parameter v in the interval (0,2/L), where
L is the largest eigenvalue of the matrix A7 A. Choosing the best relaxation
parameter in any algorithm is a nontrivial procedure. Generally speaking,
we want to select v near to 1/L. If A is normalized so that each row has
length one, then the spectral radius of A7 A does not exceed the maximum
number of nonzero elements in any column of A. A similar upper bound
on p(AT A) can be obtained for non-normalized, e-sparse A.

16.2 Particular Cases of the CQ Algorithm

It is easy to find important examples of the SFP: if C C R/ and Q = {b}
then solving the SFP amounts to solving the linear system of equations
Az = b; if C is a proper subset of R’, such as the nonnegative cone, then
we seek solutions of Az = b that lie within C, if there are any. Generally,
we cannot solve the SFP in closed form and iterative methods are needed.

A number of well known iterative algorithms, such as the Landweber
[165] and projected Landweber methods (see [16]), are particular cases of
the CQ algorithm.

16.2.1 The Landweber algorithm
With 20 arbitrary and k= 0,1, ... let
F T = oF 4y AT (b — AxF). (16.3)

This is the Landweber algorithm.

16.2.2 The Projected Landweber Algorithm

For a general nonempty closed convex C, ¥ arbitrary, and k = 0, 1, ..., the
projected Landweber method for finding a solution of Az = b in C' has the
iterative step

2"t = Po(ab + yAT (b — AzF)). (16.4)

16.2.3 Convergence of the Landweber Algorithms

From the convergence theorem for the CQ algorithm it follows that the
Landweber algorithm converges to a solution of Ax = b and the projected
Landweber algorithm converges to a solution of Az = b in C, whenever
such solutions exist. When there are no solutions of the desired type, the
Landweber algorithm converges to a least squares approximate solution
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of Ax = b, while the projected Landweber algorithm will converge to a
minimizer, over the set C, of the function ||b — Ax||2, whenever such a
minimizer exists.

16.2.4 The Simultaneous ART (SART)

Another example of the CQ algorithm is the simultaneous algebraic recon-
struction technique (SART) [5] for solving Az = b, for nonnegative matrix
A. Let A be an I by J matrix with nonnegative entries. Let A;; > 0 be
the sum of the entries in the ith row of A and A, ; > 0 be the sum of the
entries in the jth column of A. Consider the (possibly inconsistent) system
Az =b. The SART algorithm has the following iterative step:

1

1
k+1 _ _k k
CL'J- = l‘j + T—H i1 A”(bZ — (A{,C )74)/A14r

We make the following changes of variables:
Byj = Aij/(Aip)' (A )2,
2 = aj(As)'?,

and
¢ = bif(Aip) 2.

Then the SART iterative step can be written as
2 = 2k 4 BT (¢ — BZF).

This is a particular case of the Landweber algorithm, with v = 1. The
convergence of SART follows from that of the CQ algorithm, once we know
that the largest eigenvalue of BT B is less than two; in fact, we show that
it is one [56].

If BT B had an eigenvalue greater than one and some of the entries of A
are zero, then, replacing these zero entries with very small positive entries,
we could obtain a new A whose associated BT B also had an eigenvalue
greater than one. Therefore, we assume, without loss of generality, that A
has all positive entries. Since the new BT B also has only positive entries,
this matrix is irreducible and the Perron-Frobenius Theorem applies. We
shall use this to complete the proof.

Let u = (uy,...,us)" withu; = (A4;)? and v = (vy,...,v7)T, withv; =
(Ai+)1/2. Then we have Bu = v and BTv = u; that is, u is an eigenvector
of BT B with associated eigenvalue equal to one, and all the entries of u
are positive, by assumption. The Perron-Frobenius theorem applies and
tells us that the eigenvector associated with the largest eigenvalue has all
positive entries. Since the matrix BT B is symmetric its eigenvectors are
orthogonal; therefore u itself must be an eigenvector associated with the
largest eigenvalue of BT B. The convergence of SART follows.
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16.2.5 Application of the C'Q Algorithm in Dynamic
ET

To illustrate how an image reconstruction problem can be formulated as
a SFP, we counsider briefly emission computed tomography (ET) image re-
construction. The objective in ET is to reconstruct the internal spatial
distribution of intensity of a radionuclide from counts of photons detected
outside the patient. In static ET the intensity distribution is assumed con-
stant over the scanning time. Our data are photon counts at the detectors,
forming the positive vector b and we have a matrix A of detection proba-
bilities; our model is Az = b, for x a nonnegative vector. We could then
take @ = {b} and C = RY, the nonnegative cone in RV.

In dynamic ET [113] the intensity levels at each voxel may vary with
time. The observation time is subdivided into, say, T intervals and one
static image, call it z¢, is associated with the time interval denoted by ¢,
fort =1,...,T. The vector z is the concatenation of these T image vectors
xt. The discrete time interval at which each data value is collected is also
recorded and the problem is to reconstruct this succession of images.

Because the data associated with a single time interval is insufficient, by
itself, to generate a useful image, one often uses prior information concern-
ing the time history at each fixed voxel to devise a model of the behavior
of the intensity levels at each voxel, as functions of time. One may, for
example, assume that the radionuclide intensities at a fixed voxel are in-
creasing with time, or are concave (or convex) with time. The problem
then is to find x > 0 with Az = b and Dz > 0, where D is a matrix chosen
to describe this additional prior information. For example, we may wish to
require that, for each fixed voxel, the intensity is an increasing function of
(discrete) time; then we want

a:;H — x§ >0,
for each ¢t and each voxel index j. Or, we may wish to require that the
intensity at each voxel describes a concave function of time, in which case
nonnegative second differences would be imposed:
t+1 t,) _ (l‘t»+2 _ .Tt»+1) > 0.

x J J -

(5" —j

In either case, the matrix D can be selected to include the left sides of
these inequalities, while the set ) can include the nonnegative cone as one
factor.

16.2.6 More on the CQ Algorithm

One of the obvious drawbacks to the use of the CQ algorithm is that we
would need the projections Pc and Py to be easily calculated. Several
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authors have offered remedies for that problem, using approximations of the
convex sets by the intersection of hyperplanes and orthogonal projections
onto those hyperplanes [241].
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Chapter 17

Conjugate-Direction
Methods

Finding the least-squares solution of a possibly inconsistent system of linear
equations Az = b is equivalent to minimizing the quadratic function f(z) =
31|Az — b]|3 and so can be viewed within the framework of optimization.
Iterative optimization methods can then be used to provide, or at least
suggest, algorithms for obtaining the least-squares solution. The conjugate
gradient method is one such method.

17.1 Iterative Minimization

Iterative methods for minimizing a real-valued function f(x) over the vector
variable z usually take the following form: having obtained z¥~!, a new
direction vector d¥ is selected, an appropriate scalar oy, > 0 is determined

and the next member of the iterative sequence is given by
ab =g agdh (17.1)

Ideally, one would choose the aj to be the value of o for which the function
f(zF~'+ad") is minimized. It is assumed that the direction d* is a descent
direction; that is, for small positive a the function f(z*~! 4+ ad¥) is strictly
decreasing. Finding the optimal value of a at each step of the iteration is
difficult, if not impossible, in most cases, and approximate methods, using
line searches, are commonly used.

Exercise 17.1 Differentiate the function f(z*~'+ad®) with respect to the
variable o to show that

V(b -d¥ =o. (17.2)
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Since the gradient V f(z*) is orthogonal to the previous direction vector
d* and also because —V f(x) is the direction of greatest decrease of f(z),
the choice of d**! = —V f(2*) as the next direction vector is a reasonable
one. With this choice we obtain Cauchy’s steepest descent method [176]:

T =2k — g V().

The steepest descent method need not converge in general and even when
it does, it can do so slowly, suggesting that there may be better choices
for the direction vectors. For example, the Newton-Raphson method [187]
employs the following iteration:

ot =k = V(M) TV (),

where V2f(x) is the Hessian matrix for f(x) at x. To investigate further
the issues associated with the selection of the direction vectors, we consider
the more tractable special case of quadratic optimization.

17.2 Quadratic Optimization

Let A be an arbitrary real I by J matrix. The linear system of equations
Az = bneed not have any solutions, and we may wish to find a least-squares
solution x = & that minimizes

1
f) = 3lIb— Al (173)
The vector b can be written
b= Az + w,

where ATw% = 0 and a least squares solution is an exact solution of the
linear system Qx = ¢, with Q = ATA and ¢ = ATb. We shall assume
that @ is invertible and there is a unique least squares solution; this is the
typical case.

We consider now the iterative scheme described by Equation (17.1) for
f(z) as in Equation (17.3). For this f(x) the gradient becomes

Vf(x)=Qzr—c

The optimal «j for the iteration can be obtained in closed form.

Exercise 17.2 Show that the optimal oy, is
Tk . dk
U= R Odk (17.4)

where ¥ = ¢ — QxF1.
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Exercise 17.3 Let ||z]|3) = = - Qu denote the square of the Q-norm of x.
Show that

12 — "G — (12 = 2M|[G = (F - d¥)?/d" - Qd* > 0

for any direction vectors dF.

If the sequence of direction vectors {d*} is completely general, the iter-
ative sequence need not converge. However, if the set of direction vectors
is finite and spans R’ and we employ them cyclically, convergence follows.

Theorem 17.1 Let {d*,...,d’} be any finite set whose span is all of R”.
Let oy, be chosen according to Equation (17.4). Then, for k = 0,1,...,
j = k(mod J) + 1, and any 2°, the sequence defined by

ok =P+ ozkdj
converges to the least squares solution.

Proof: The sequence {||Z — (|3} is decreasing and, therefore, the se-

quence {(r* - d¥)2/d* - Qd* must converge to zero. Therefore, the vectors
z* are bounded, and for each j = 1,...,.J, the subsequences {z™/*7 m =

0,1,...} have cluster points, say 2*7 with

(c— Qu*i=1) . &
& - Qdi

I‘*’j _ .T*’j_l 4 d]
Since
TT}'LJ+] A= 0’

it follows that, for each j =1, ..., J,
(c—Qxz*7)-d’ =0.

Therefore,

1 J *

== =z

with Qz* = c¢. Consequently, =* is the least squares solution and the

sequence {||z* —z¥||o} is decreasing. But a subsequence converges to zero;
therefore, {||z* — 2*||g} — 0. This completes the proof. |

There is an interesting corollary to this theorem that pertains to a mod-
ified version of the ART algorithm. For k£ = 0,1, ... and ¢ = k(mod M) + 1
and with the rows of A normalized to have length one, the ART iterative
step is

2F =2k 4 (b — (A2%);)d,
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where a' is the ith column of AT. When Az = b has no solutions, the
ART algorithm does not converge to the least-squares solution; rather,
it exhibits subsequential convergence to a limit cycle. However, using the
previous theorem, we can show that the following modification of the ART,
which we shall call the least squares ART (LS-ART), converges to the least-
squares solution for every zV:

PRt g

k+1 _ K i
x ="+ — —q .
at - Qa
In the quadratic case the steepest descent iteration has the form

k. .k
- r.r

b =gkt % krk.
. Qr

We have the following result.

Theorem 17.2 The steepest descent method converges to the least-squares
solution.

Proof: As in the proof of the previous theorem, we have
~ k— -~ k k k k k
|2 — 2" YG — |2 — 2[5 = (F - d)?/d" - Qd* > 0,

where now the direction vectors are d* = r*. So, the sequence {||Z—2*||3}
is decreasing, and therefore the sequence {(r*-7%)2 /r¥.Qr*} must converge
to zero. The sequence {z*} is bounded; let z* be a cluster point. It follows
that ¢ — Qx* = 0, so that x* is the least-squares solution &. The rest of
the proof follows as in the proof of the previous theorem. |

17.3 Conjugate Bases for R’

If the set {v!,...,v7} is a basis for R/, then any vector z in R’ can be
expressed as a linear combination of the basis vectors; that is, there are
real numbers aq, ..., ay for which

xr = alvl + a2v2 =+ ...+ (ZJ’UJ.

For each x the coefficients a; are unique. To determine the a; we write

z-0™ =avt ™+ agv? 0™ + .+ agv’ 0™,

mwe

for m = 1,..., M. Having calculated the quantities x - v™ and v/ - v
solve the resulting system of linear equations for the a;.
If the set {u!,...,u™} is an orthogonal basis, that is, then u’ - u™ = 0,

unless j = m, then the system of linear equations is now trivial to solve.
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The solution is a; = x - u/ /u’/ - u?, for each j. Of course, we still need to
compute the quantities x - u/.
The least-squares solution of the linear system of equations Ax = b is

&= (ATA) AT = Qe

To express Z as a linear combination of the members of an orthogonal basis
{ul,...,u’} we need the quantities & -u/, which usually means that we need
to know Z first. For a special kind of basis, a @-conjugate basis, knowing &
ahead of time is not necessary; we need only know @ and c. Therefore, we
can use such a basis to find . This is the essence of the conjugate gradient
method (CGM), in which we calculate a conjugate basis and, in the process,
determine z.

17.3.1 Conjugate Directions

From Equation (17.2) we have

which can be expressed as
(& — 2" . Qd* = (2 — 2" HTQd* = 0.

Two vectors  and y are said to be @Q-orthogonal (or Q-conjugate, or just
conjugate), if x - Qy = 0. So, the least-squares solution that we seek lies
in a direction from z**! that is Q-orthogonal to d*. This suggests that
we can do better than steepest descent if we take the next direction to be
Q-orthogonal to the previous one, rather than just orthogonal. This leads
us to conjugate direction methods.

Exercise 17.4 Say that the set {p',...,p"} is a conjugate set for R’ if
p' - Qp’ = 0 for i # j. Prove that a conjugate set that does not contain
zero is linearly independent. Show that if p™ # 0 forn =1,...,J, then the
least-squares vector T can be written as

T = a1p1 + ...+ CLJpJ,
with a; = c-p? /p?-Qp’ for each j. Hint: use the Q-inner product (z,y)q =
- Qy.

Therefore, once we have a conjugate basis, computing the least squares
solution is trivial. Generating a conjugate basis can obviously be done
using the standard Gram-Schmidt approach.
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17.3.2 The Gram-Schmidt Method

Let {v',...,v7} be a linearly independent set of vectors in the space RM,

where J < M. The Gram-Schmidt method uses the v’/ to create an or-
thogonal basis {u!,...,u”} for the span of the v/. Begin by taking u! = v*.

For j =2,...,J, let

; A ul =t

J—gi 2 7 1 T 7

U =wv T TU —
U - u (N T

J
)] .
Wt

To apply this approach to obtain a conjugate basis, we would simply replace
the dot products u* - v/ and u* - u* with the Q-inner products, that is,

pl-Qui PlQui

P — —D
pl-Qp! pi=1-Qpi—t

Even though the Q-inner products can always be written as z-Qy = Ax- Ay,
so that we need not compute the matrix @, calculating a conjugate basis
using Gram-Schmidt is not practical for large J. There is a way out,
fortunately.

If we take p' = v! and v/ = Qp’~!, we have a much more efficient
mechanism for generating a conjugate basis, namely a three-term recursion
formula [176]. The set {p', Qp',...,@p” '} need not be a linearly indepen-
dent set, in general, but, if our goal is to find Z, and not really to calculate
a full conjugate basis, this does not matter, as we shall see.

P =l — (17.5)

Theorem 17.3 Let p' # 0 be arbitrary. Let p* be given by
1 Qpl ) Qplpl

pl . Qpl ’
so that p? - Qp* = 0. Then, for n > 2, let p™*! be given by

n . n n—1 n
_Qp"-Qp" ,  Qp Qp o1 (17.6)
P Qpt prt-Qprt
Then, the set {p',....,p’} is a conjugate set for R’. If p" # 0 for each n,
then the set is a conjugate basis for R’ .

p°=Qp

pn-l—l — Qpn

Proof: We consider the induction step of the proof. Assume that {p!,...,p"}
is a Q-orthogonal set of vectors; we then show that {p!,...,p" "'} is also,
provided that n < J — 1. It is clear from Equation (17.6) that

pn+1 . Qpn — pn+1 . Qpn—l — 0
For j <n — 2, we have

PPt =p! - Qpttt =p! - Q%" —ap’ - Qp™ —bp? - Qp" Y,
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for constants a and b. The second and third terms on the right side are
then zero because of the induction hypothesis. The first term is also zero
since ‘ ‘

P Q%" =(Qr)-Qpt =0
because Qp’ is in the span of {p',...,p’1}, and so is Q-orthogonal to p".
|

The calculations in the three-term recursion formula Equation (17.6)
also occur in the Gram-Schmidt approach in Equation (17.5); the point is
that Equation (17.6) uses only the first three terms, in every case.

17.4 The Conjugate Gradient Method

The main idea in the conjugate gradient method (CGM) is to build the
conjugate set as we calculate the least squares solution using the iterative
algorithm

n

" = 2"+ ap™. (17.7)

The o, is chosen so as to minimize the function of a defined by f(z"~! +

ap™), and so we have

n n

" p
Qe
where " = ¢ — Qz"~!. Since the function f(z) = 1||Az — b[|3 has for

its gradient Vf(x) = AT(Az — b) = Qx — ¢, the residual vector r" =
¢ — Qz™ ! is the direction of steepest descent from the point z = a™ 1.
The CGM combines the use of the negative gradient directions from the
steepest descent method with the use of a conjugate basis of directions, by
using the "1 to construct the next direction p”*! in such a way as to
form a conjugate set {p1,...,p”}.

As before, there is an efficient recursive formula that provides the next
direction: let p* = 7! = (¢ — Qz") and

n+1 n
prit =it LR — QQZ " (17.8)
p”-p

Since the ay, is the optimal choice and
P = -V ("),
we have, according to Equation (17.2),
P thopt = 0.

Exercise 17.5 Prove that "' = 0 whenever p"*! = 0, in which case we

have ¢ = Qz™, so that x™ is the least-squares solution.
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In theory, the CGM converges to the least squares solution in finitely
many steps, since we either reach p"*! = 0 or n + 1 = J. In practice, the
CGM can be employed as a fully iterative method by cycling back through
the previously used directions.

An induction proof similar to the one used to prove Theorem 17.3 es-
tablishes that the set {p!,...,p’} is a conjugate set [176, 187]. In fact, we
can say more.

Theorem 17.4 Forn=1,2,....J andj = 1,...,n—1 we have a) r"-r7 = 0;
b)r™-pl =0; and c) p" - Qp’ = 0.

The proof presented here through a series of exercises is based on that given
in [187].

The proof uses induction on the number n. Throughout the following
exercises assume that the statements in the theorem hold for some n < J.
We prove that they hold also for n + 1.

Exercise 17.6 Use the fact that
P Oéjij,

to show that Qp’ is in the span of the vectors 7 and ri+!.

Exercise 17.7 Show that r™t! . ™ = 0. Hint: establish that

Exercise 17.8 Show that v"t1 .17 =0, for j =1,...,n — 1. Hint: use the
induction hypothesis.

Exercise 17.9 Show that m™*' .- p/ = 0, for j = 1,...n. Hint: first,
establish that

p=r =B,
where ) L

Bi_1 = QP

T it it
and

=" — a,Qp.

Exercise 17.10 Show that p"*!' - Qp’ =0, for j =1,...,n — 1. Hint: use
QY = a;l(rj —pdth,

The final step in the proof is contained in the following exercise.
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Exercise 17.11 Show that p"t1 - Qp™ = 0. Hint: establish that

rn+1 . 7,.nJrl
=

The convergence rate of the CGM depends on the condition number of
the matrix @, which is the ratio of its largest to its smallest eigenvalues.
When the condition number is much greater than one convergence can be
accelerated by preconditioning the matrix @; this means replacing ) with
P~1/2QP~1/2 for some positive-definite approximation P of Q (see [7]).

There are versions of the CGM for the minimization of nonquadratic
functions. In the quadratic case the next conjugate direction p™*! is built
from the residual 7"*! and p". Since, in that case, 7"T! = —V f(a"), this
suggests that in the nonquadratic case we build p"*! from —V f(z") and
p". This leads to the Fletcher-Reeves method. Other similar algorithms,
such as the Polak-Ribiere and the Hestenes-Stiefel methods, perform better
on certain problems [187].



180 CHAPTER 17. CONJUGATE-DIRECTION METHODS



Chapter 18

Constrained Iteration
Methods

The ART and its simultaneous and block-iterative versions are designed to
solve general systems of linear equations Az = b. The SMART, EMML
and RBI methods require that the entries of A be nonnegative, those of b
positive and produce nonnegative z. In this chapter we present variations
of the SMART and EMML that impose the constraints u; < z; < v,
where the u; and v; are selected lower and upper bounds on the individual
entries ;. These algorithms were used in [186] as a method for including in
transmission tomographic reconstruction spatially varying upper and lower
bounds on the x-ray attenuation.

18.1 Modifying the KL distance

The SMART, EMML and RBI methods are based on the Kullback-Leibler
distance between nonnegative vectors. To impose more general constraints
on the entries of x we derive algorithms based on shifted KL distances, also
called Fermi-Dirac generalized entropies.

For a fixed real vector u, the shifted KL distance K L(x — u,z — u) is
defined for vectors x and z having z; > u; and 2z; > w;. Similarly, the
shifted distance K'L(v — x,v — z) applies only to those vectors z and z for
which z; <wv; and z; < v;. For u; < wj, the combined distance

KLz —u,z—u)+ KL(v—2,v—z)

is restricted to those x and z whose entries z; and z; lie in the interval
[uj,v;]. Our objective is to mimic the derivation of the SMART, EMML
and RBI methods, replacing KL distances with shifted KL distances, to
obtain algorithms that enforce the constraints u; < z; < vj, for each j.

181
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The algorithms that result are the ABMART and ABEMML block-iterative
methods. These algorithms were originally presented in [51], in which the
vectors v and v were called a and b, hence the names of the algorithms.
Throughout this chapter we shall assume that the entries of the matrix A
are nonnegative. We shall denote by B,, n = 1,..., N a partition of the
index set {i = 1,..., I} into blocks. For k = 0,1, ... let n(k) = k(mod N)+1.

The projected Landweber algorithm can also be used to impose the
restrictions u; < x; < vj;; however, the projection step in that algorithm
is implemented by clipping, or setting equal to u; or v; values of x; that
would otherwise fall outside the desired range. The result is that the values
u; and v; can occur more frequently than may be desired. One advantage
of the AB methods is that the values u; and v; represent barriers that
can only be reached in the limit and are never taken on at any step of the
iteration.

18.2 The ABMART Algorithm

We assume that (Au); < b; < (Av); and seek a solution of Az = b with
u; < x; < vj, for each j. The algorithm begins with an initial vector z°
satisfying u; < x? < vj, for each j. Having calculated z*, we take

J;?H = a?vj +(1- a?)uj, (18.1)

with n = n(k),

KT (dF)Au
a? 1 —SCI;IH(TL(C)Z’?)AU ’ (18.2)
ok —
= M (18.3)
and

gt — (b = (Aw)i)((Av); — (Az*),) (18.4)

7 ((Av); = b)) ((Azk); — (Au);)’

where []" denotes the product over those indices i in B,,(;). Notice that,
at each step of the iteration, x;“ is a convex combination of the endpoints
u; and vj, so that «% lies in the interval [u;,v;].

We have the following theorem concerning the convergence of the AB-
MART algorithm:

Theorem 18.1 If there is a soluton of the system Ax = b that satisfies the
constraints u; < x; < v; for each j, then, for any N and any choice of the
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blocks By, the ABMART sequence converges to that constrained solution

of Ax = b for which the Fermi-Dirac generalized entropic distance from x

to 29,

KL(z —u,2° —u) + KL(v — z,v — 20),

is minimized. If there is no constrained solution of Ax = b, then, for
N =1, the ABMART sequence converges to the minimizer of

KL(Ax — Au,b — Au) + KL(Av — Az, Av — b)

for which
KL(x —u,2° —u) + KL(v — 2,v — 2V)

s minimized.

The proof is similar to that for RBI-SMART and is found in [51].

18.3 The ABEMML Algorithm

We make the same assumptions as in the previous section. The iterative
step of the ABEMML algorithm is

2t = v+ (1 - of)uy, (18.5)

where
a = 7]/ (18.6)
'y;-“ = (acgC - u]-)ef7 (18.7)
df =~ + 5, (18.9)
<1 -> A”> + YAy <(Au)i 7 (18.10)

1€ By i€By,
and

<1 -y A”> + ) Ay ((AZ“’C)> (18.11)

i€By,, i€By,

We have the following theorem concerning the convergence of the ABE-
MML algorithm:
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Theorem 18.2 If there is a soluton of the system Ax = b that satisfies
the constraints u; < x; < v; for each j, then, for any N and any choice
of the blocks B,,, the ABEMML sequence converges to such a constrained
solution of Ax = b. If there is no constrained solution of Ax = b, then, for
N =1, the ABMART sequence converges to a constrained minimizer of

KL(Ax — Au,b — Au) + KL(Av — Az, Av — b).

The proof is similar to that for RBI-EMML and is to be found in [51]. In
contrast to the ABMART theorem, this is all we can say about the limits
of the ABEMML sequences.

Open Question: How does the limit of the ABEMML iterative sequence
depend, in the consistent case, on the choice of blocks, and, in general, on
the choice of z°?
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Chapter 19

Transmission Tomography
I

In this part of the text we focus on transmission tomography. This chapter
will provide a detailed description of how the data is gathered, the math-
ematical model of the scanning process, and the problem to be solved. In
subsequent chapters we shall study the various mathematical techniques
needed to solve this problem and the manner in which these techniques are
applied.

19.1 X-ray Transmission Tomography

Although transmission tomography is not limited to scanning living beings,
we shall concentrate here on the use of x-ray tomography in medical diag-
nosis and the issues that concern us in that application. The mathematical
formulation will, of course, apply more generally.

In x-ray tomography, x-rays are transmitted through the body along
many lines. In some, but not all, cases, the lines will all lie in the same
plane. The strength of the x-rays upon entering the body is assumed
known, and the strength upon leaving the body is measured. This data can
then be used to estimate the amount of attenuation the x-ray encountered
along that line, which is taken to be the integral, along that line, of the
attenuation function. On the basis of these line integrals, we estimate the
attenuation function. This estimate is presented to the physician as one or
more two-dimensional images.
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19.2 The Exponential-Decay Model

As an x-ray beam passes through the body, it encounters various types of
matter, such as soft tissue, bone, ligaments, air, each weakening the beam
to a greater or lesser extent. If the intensity of the beam upon entry is I,
and I,,; is its lower intensity after passing through the body, then

Iout = Iine_ fL f7

where f = f(x,y) > 0 is the attenuation function describing the two-
dimensional distribution of matter within the slice of the body being scanned
and | ;[ is the integral of the function f over the line L along which the
x-ray beam has passed. To see why this is the case, imagine the line L
parameterized by the variable s and consider the intensity function I(s)
as a function of s. For small As > 0, the drop in intensity from the start
to the end of the interval [s, s + As] is approximately proportional to the
intensity I(s), to the attenuation f(s) and to As, the length of the interval;
that is,
I(s) = I(s + As) = f(s)I(s)As.

Dividing by As and letting As approach zero, we get
I'(s) = —f(s)I(s).

Exercise 19.1 Show that the solution to this differential equation is

u=s

I(s) = 1(0) exp(— / F(u)du).

u=0
Hint: Use an integrating factor.

From knowledge of I;;, and I,y, we can determine [, f. If we know [, f
for every line in the x, y-plane we can reconstruct the attenuation function
f. In the real world we know line integrals only approximately and only
for finitely many lines. The goal in x-ray transmission tomography is to
estimate the attenuation function f(z,y) in the slice, from finitely many
noisy measurements of the line integrals. We usually have prior informa-
tion about the values that f(z,y) can take on. We also expect to find
sharp boundaries separating regions where the function f(z,y) varies only
slightly. Therefore, we need algorithms capable of providing such images.

19.3 Difficulties to be Overcome

There are several problems associated with this model. X-ray beams are
not exactly straight lines; the beams tend to spread out. The x-rays are not
monochromatic, and their various frequency components are attenuated at
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different rates, resulting in beam hardening, that is, changes in the spec-
trum of the beam as it passes through the object (see the appendix on the
Laplace transform). The beams consist of photons obeying statistical laws,
so our algorithms probably should be based on these laws. How we choose
the line segments is determined by the nature of the problem; in certain
cases we are somewhat limited in our choice of these segments. Patients
move; they breathe, their hearts beat, and, occasionally, they shift position
during the scan. Compensating for these motions is an important, and dif-
ficult, aspect of the image reconstruction process. Finally, to be practical
in a clinical setting, the processing that leads to the reconstructed image
must be completed in a short time, usually around fifteen minutes. This
time constraint is what motivates viewing the three-dimensional attenua-
tion function in terms of its two-dimensional slices.

As we shall see, the Fourier transform and the associated theory of con-
volution filters play important roles in the reconstruction of transmission
tomographic images.

The data we actually obtain at the detectors are counts of detected
photons. These counts are not the line integrals; they are random quan-
tities whose means, or expected values, are related to the line integrals.
The Fourier inversion methods for solving the problem ignore its statistical
aspects; in contrast, other methods, such as likelihood maximization, are
based on a statistical model that involves Poisson-distributed emissions.

19.4 Reconstruction from Line Integrals

We turn now to the underlying problem of reconstructing attenuation func-
tions from line-integral data.

19.4.1 The Radon Transform

Our goal is to reconstruct the function f(z,y) > 0 from line-integral data.
Let @ be a fixed angle in the interval [0, 7). Form the ¢, s-axis system with
the positive t-axis making the angle 6 with the positive z-axis, as shown
in Figure 19.1. Each point (x,y) in the original coordinate system has
coordinates (¢, s) in the second system, where the ¢ and s are given by

t=xcosf + ysinb,

and
s = —xsinf + ycosb.

If we have the new coordinates (¢, s) of a point, the old coordinates are

(z,y) given by
r =tcosf — ssiné,
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and
y =tsinf + scosb.

We can then write the function f as a function of the variables ¢ and s.
For each fixed value of ¢, we compute the integral

/f(:v,y)dS:/f(tcosef5sin0,tsin¢9+sc050)ds
L

along the single line L corresponding to the fixed values of # and t. We
repeat this process for every value of ¢ and then change the angle 6 and
repeat again. In this way we obtain the integrals of f over every line L in
the plane. We denote by 7¢(6,t) the integral

re(0,t) = / f(z,y)ds.
L
The function r(6,t) is called the Radon transform of f.

19.4.2 The Central Slice Theorem

For fixed 6 the function r7(6,t) is a function of the single real variable t;
let R;(0,w) be its Fourier transform. Then

R0, w) = /rf(e,t)ei‘”tdt
://f(tcos@fssinﬂ,tsin9+scosf))emdsdt

= //f(l‘, y)eiw(gc cos 0+y sin ﬁ)dxdy — F(w cos 0, wsin 9))

where F(wcosf,wsind) is the two-dimensional Fourier transform of the
function f(z,y), evaluated at the point (wcos,wsinf); this relationship
is called the Central Slice Theorem. For fixed 6, as we change the value
of w, we obtain the values of the function F' along the points of the line
making the angle 6 with the horizontal axis. As 6 varies in [0, 7), we get all
the values of the function F'. Once we have F, we can obtain f using the
formula for the two-dimensional inverse Fourier transform. We conclude
that we are able to determine f from its line integrals. As we shall see,
inverting the Fourier transform can be implemented by combinations of
frequency-domain filtering and back-projection.
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Figure 19.1: The Radon transform of f at (¢,60) is the line integral of f
along line L.
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Chapter 20

Transmission Tomography
I1

According to the Central Slice Theorem, if we have all the line integrals
through the attenuation function f(z,y) then we have the two-dimensional
Fourier transform of f(x,y). To get f(x,y) we need to invert the two-
dimensional Fourier transform.

20.1 Inverting the Fourier Transform

The Fourier-transform inversion formula for two-dimensional functions tells
us that the function f(z,y) can be obtained as

f(z,y) = 2// (u, v)e " @YY dydy, (20.1)

We now derive alternative inversion formulas.

20.1.1 Back-Projection

Let g(0,t) be any function of the variables 6 and ¢; for example, it could be
the Radon transform. As with the Radon transform, we imagine that each
pair (0,t) corresponds to one line through the z,y-plane. For each fixed
point (x,y) we assign to this point the sum of the quantities g(6,t) for
every pair (#,t) such that the point (x,y) lies on the associated line. The
summing process is integration and the back-projection function at (x,y) is

BPy(z,y) :/9(9,x0059+ysin9)d9.

The operation of back-projection will play an important role in what follows
in this chapter.
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20.1.2 Ramp Filter, then Back-project

Expressing the double integral in Equation (20.1) in polar coordinates
(w,0), with w > 0, u =wcosf, and v = wsinh, we get

1 2m e’} }
™ Jo 0

or

1 Toree )
flz,y) = m/o / F(u,v)eﬂ(z“+y”)|w\dwd9.

Now write
F(u,v) = F(wcosf,wsinf) = Ry (0,w),

where R¢(6,w) is the FT with respect to ¢ of r¢(6,t), so that

/ F(u,v)e” @utyv) |y dey = / Ry (0,w)|wle”“ dw.

— 00

The function g¢(6,t) defined for ¢t = z cosf + ysin 6 by
. 1 * —iwt
g5(0,xcosf + ysinh) = - R¢(8,w)|wle™" " dw (20.2)
™ — 00

is the result of a linear filtering of (0, t) using a ramp filter with transfer
function H(w) = |w|. Then,

1 T
flz,y) = 2—/ gr(0,zcosf + ysinb)db (20.3)
T Jo

gives f(x,y) as the result of a back-projection operator; for every fixed value
of (6,t) add gs(6,t) to the current value at the point (x,y) for all (z,y)
lying on the straight line determined by 6 and ¢ by t = xcosf + ysin .
The final value at a fixed point (z,y) is then the average of all the values
g¢(8,t) for those (0,t) for which (z,y) is on the line ¢t = xcosf + ysin6.
It is therefore said that f(z,y) can be obtained by filtered back-projection
(FBP) of the line-integral data.

Knowing that f(x,y) is related to the complete set of line integrals by
filtered back-projection suggests that, when only finitely many line integrals
are available, a similar ramp filtering and back-projection can be used to
estimate f(x,y); in the clinic this is the most widely used method for the
reconstruction of tomographic images.

20.1.3 Back-project, then Ramp Filter

There is a second way to recover f(z,y) using back-projection and filtering,
this time in the reverse order; that is, we back-project the Radon transform
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and then ramp filter the resulting function of two variables. We begin again
with the relation

1 27 [e%e] )
f(x,y) = w2 / / F(u,v)e ™ @) ydwde,
™ Jo 0

which we write as

1 o > F(U,’U) —i(xu v
fay) =15 ) ﬁ\/uuv% @utyv) o dwdd

1 2m e} )
=1 / / G (u,v)Vu? 4 v2e™ @) ydudd, (20.4)
™ Jo Jo

using
F(u,v)
Vu? 4+ v?
for (u,v) # (0,0). Equation (20.4) expresses f(z,y) as the result of per-
forming a two-dimensional ramp filtering of g(z,y), the inverse Fourier

transform of G(u,v). We show now that g(z,y) is the back-projection of
the function r¢(0,t); that is, we show that

G(u,v) =

1 ™
g(z,y) = %/0 r(0,xcosd + ysind)do.

We have

1 T oo ) )
g(z,y) = m/{) / G(w cos 0, wsin )|w|e™ @@ cosb+ysind) g,

1

" ax?

1 " > —iw(x cos +y sin O
= W/o /m Ry (0, w)e™ ! vsin®) go,de
1 s

us o0
/ / F(wcos B, wsin §)e @@ cos0+ysinG) g,,q0
0 —oo

=5 ; r5(60, 2 cos0 + ysin6)do,

as required.

20.1.4 Radon’s Inversion Formula

To get Radon’s inversion formula, we need two basic properties of the
Fourier transform. First, if f(z) has Fourier transform F(y) then the
derivative f’(z) has Fourier transform —iyF(7). Second, if F(y) = sgn(v),
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the function that is ﬁ for v # 0, and equal to zero for v = 0, then its
1

i’

inverse Fourier transform is f(x) =
Writing equation (20.2) as

1 > )
gr(6,t) = %/ wa(G,w)sgn(w)eﬂ“’tdw,

we see that gy is the inverse Fourier transform of the product of the two
functions wR¢(0,w) and sgn(w). Consequently, gf is the convolution of
their individual inverse Fourier transforms, i%rf (6,t) and %; that is,

1 (> 0

1
gf(ﬂ,t) = ; - a?ﬂf(e,s)mds,

which is the Hilbert transform of the function %rf (6,t), with respect to
the variable . Radon’s inversion formula is then

B d
f(z,y) = %/0 HT(54(0,1))do.

20.2 From Theory to Practice

What we have just described is the theory. What happens in practice?

20.2.1 The Practical Problems

Of course, in reality we never have the Radon transform r¢(6,t) for all
values of its variables. Only finitely many angles 6 are used, and, for each
0, we will have (approximate) values of line integrals for only finitely many
t. Therefore, taking the Fourier transform of r;(6,t), as a function of
the single variable ¢, is not something we can actually do. At best, we can
approximate R (6, w) for finitely many 6. From the Central Slice Theorem,
we can then say that we have approximate values of F'(w cos,wsin @), for
finitely many 6. This means that we have (approximate) Fourier transform
values for f(z,y) along finitely many lines through the origin, like the
spokes of a wheel. The farther from the origin we get, the fewer values we
have, so the coverage in Fourier space is quite uneven. The low-spatial-
frequencies are much better estimated than higher ones, meaning that we
have a low-pass version of the desired f(x,y). The filtered back-projection
approaches we have just discussed both involve ramp filtering, in which the
higher frequencies are increased, relative to the lower ones. This too can
only be implemented approximately, since the data is noisy and careless
ramp filtering will cause the reconstructed image to be unacceptably noisy.
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20.2.2 A Practical Solution: Filtered Back-Projection

We assume, to begin with, that we have finitely many line integrals, that
is, we have values 7;(6,t) for finitely many # and finitely many ¢. For
each fixed 0 we estimate the Fourier transform, R¢(6,w). This step can
be performed in various ways, and we can freely choose the values of w
at which we perform the estimation. The FFT will almost certainly be
involved in calculating the estimates of Ry (6, w).

For each fixed 6 we multiply our estimated values of R¢(6,w) by |w| and
then use the FFT again to inverse Fourier transform, to achieve a ramp
filtering of 7¢(6,t) as a function of t. Note, however, that when |w| is large,
we may multiply by a smaller quantity, to avoid enhancing noise. We do
this for each angle 6, to get a function of (6, t), which we then back-project
to get our final image. This is ramp-filtering, followed by back-projection,
as applied to the finite data we have.

It is also possible to mimic the second approach to inversion, that is, to
back-project onto the pixels each (6, t) that we have, and then to perform
a ramp filtering of this two-dimensional array of numbers to obtain the
final image. In this case, the two-dimensional ramp filtering involves many
applications of the FFT.

There is a third approach. Invoking the Central Slice Theorem, we can
say that we have finitely many approximate values of F'(u,v), the Fourier
transform of the attenuation function f(z,y), along finitely many lines
through the origin. The first step is to use these values to estimate the
values of F'(u,v) at the points of a rectangular grid. This step involves
interpolation [225, 230]. Once we have (approximate) values of F'(u,v) on
a rectangular grid, we perform a two-dimensional FFT to obtain our final
estimate of the (discreteized) f(x,y).

20.3 Summary

We have seen how the problem of reconstructing a function from line inte-
grals arises in transmission tomography. The Central Slice Theorem con-
nects the line integrals and the Radon transform to the Fourier transform
of the desired attenuation function. Various approaches to implementing
the Fourier Inversion Formula lead to filtered back-projection algorithms
for the reconstruction. In x-ray tomography, as well as in PET, viewing the
data as line integrals ignores the statistical aspects of the problem, and in
SPECT, it ignores, as well, the important physical effects of attenuation.
To incorporate more of the physics of the problem, iterative algorithms
based on statistical models have been developed. We shall consider some
of these algorithms later.
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Chapter 21

Emission Tomography

In this chapter we describe the two modalities of emission tomography,
positron emission tomography (PET) and single photon emission computed
tomography (SPECT), and introduce the basic mathematical models for
both.

21.1 Positron Emission Tomography

As we noted previously, detection in the PET case means the recording of
two photons at nearly the same time at two different detectors. The loca-
tions of these two detectors then provide the end points of the line segment
passing, more or less, through the site of the original positron emission.
Therefore, each possible pair of detectors determines a line of response
(LOR). When a LOR is recorded, it is assumed that a positron was emit-
ted somewhere along that line. The PET data consists of a chronological
list of LOR that are recorded.

Let the LOR be parameterized by the variable s, with s =0 and s = ¢
denoting the two ends, and ¢ the distance from one end to the other. For
a fixed value s = sg, let P(s) be the probability of reaching s for a photon
resulting from an emission at sg. For small As > 0 the probability that a
photon that reached s is absorbed in the interval [s, s+As] is approximately
p(s)As, where pu(s) > 0 is the photon attenuation density at s. Then
P(s+ As) = P(s)[1 — p(s)As], so that

P(s+ As) — P(s) & —P(s)u(s)As.
Dividing by As and letting As go to zero, we get
P'(s) = —P(s)u(s).
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It follows that .
P(s)=e fo nnde

The probability that the photon will reach s = ¢ and be detected is then
Plo)= ¢ L u(tydt

Similarly, we find that the probability that a photon will succeed in reaching
s =0 from sq is
P0)=¢" Jo" mwar,

Since having one photon reach s = 0 and the other reach s = ¢ are indepen-
dent events, their probabilities multiply, so that the probability that both
photons reach their destinations and a coincident detection is recorded for

this LOR is .
- fo n(t)dt

The expected number of coincident detections along the LOR is then pro-
portional to

/ " (s o ntgg = ) niorae / " f(s)ds, (21.1)
0 0

where f(s) is the intensity of radionuclide at s.

Let y; be the number of coincidence detections associated with the ith
LOR. If we are willing to equate the actual count with the expected count,
and assuming we know the attenuation function u(s), we can estimate the
line integral [ f(s)ds along the ith LOR as

/ f(s)ds = yiedo HO
0

So, once again, we have line-integral data pertaining to the function of
interest.

21.2 Single-Photon Emission Tomography

We turn now to single-photon computed emission tomography (SPECT).

21.2.1 Sources of Degradation to be Corrected

We remarked earlier that there are at least three degradations that need
to be corrected before the line-integral model and FBP can be successfully
applied in the SPECT case [159]: attenuation, scatter, and spatially depen-
dent resolution. There are mathematical ways to correct for both spatially
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varying resolution and uniform attenuation [219]. Correcting for the more
realistic non-uniform and patient-specific attenuation is more difficult and
is the subject of on-going research.

Some photons never reach the detectors because they are absorbed in
the body. As in the PET case, correcting for attenuation requires knowl-
edge of the patient’s body; this knowledge can be obtained by performing
a transmission scan at the same time. In contrast to the PET case, the
attenuation due to absorption is more difficult to correct, since it does not
involve merely the line integral of the attenuation function, but a half-line
integral that depends on the distribution of matter between each photon
source and each detector.

While some photons are absorbed within the body, others are first de-
flected and then detected; this is called scatter. Consequently, some of
the detected photons do not come from where they seem to come from.
The scattered photons often have reduced energy, compared to primary, or
non-scattered, photons, and scatter correction can be based on this energy
difference; see [159].

Finally, even if there were no attenuation and no scatter, it would be
incorrect to view the detected photons as having originated along a straight
line from the detector. The detectors have a cone of acceptance that widens
as it recedes from the detector. This results in spatially varying resolution.

It is not uncommon, however, to make the simplifying assumption that
all photons detected at a given detector originated along a single line. As in
the PET case previously discussed, the probability that a photon emitted
at the point on the line corresponding to the variable s = sy will reach
s = c and be detected is then

Plso) = ¢ L u(tyde
If f(s) is the expected number of photons emitted from point s during the
scanning, then the expected number of photons detected at ¢ and originat-
ing along this line is proportional to

/ " f(s)e S ndt g (21.2)
0

Notice the difference between the integral in Equation (21.2) and the one
in Equation (21.1).

The integral in Equation (21.2) varies with the line being considered;
the resulting function of lines is called the attenuated Radon transform.

If the attenuation function p is constant, then the attenuated Radon
transform is called the exponential Radon transform. Since

[t = ute s,
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the integral in (21.2) is now

67#6/ f(s)et*ds = 67#6/ f(s)ef(f“)sds =e " F(—p),
0 0

where F denotes the Laplace transform of f. Since the function f(s) is
zero outside a bounded interval, we may safely assume that the Laplace
transform is defined for all real values of the argument.

In practice, one sometimes assumes, initially, that 4 = 0 and that the
counts at each detector are essentially integrals of f along a single line.
Filtered back=projection is then used to reconstruct an image. Since the
image does not reflect the effects of attenuation, it can be “corrected”
during the back-projection phase.

Spatially varying resolution complicates the quantitation problem, which
is the effort to determine the exact amount of radionuclide present within
a given region of the body, by introducing the partial volume effect and
spill-over (see [237]). To a large extent, these problems are shortcomings
of reconstruction based on the line-integral model. If we assume that all
photons detected at a particular detector came from points within a narrow
strip perpendicular to the camera face, and we reconstruct the image us-
ing this assumption, then photons coming from locations outside this strip
will be incorrectly attributed to locations within the strip (spill-over), and
therefore not correctly attributed to their true source location. If the true
source location also has its counts raised by spill-over, the net effect may
not be significant; if, however, the true source is a hot spot surrounded
by cold background, it gets no spill-over from its neighbors and its true
intensity value is underestimated, resulting in the partial-volume effect.
The term “partial volume” indicates that the hot spot is smaller than the
region that the line-integral model offers as the source of the emitted pho-
tons. One way to counter these effects is to introduce a description of the
spatially dependent blur into the reconstruction, which is then performed
by iterative methods [198].

In the SPECT case, as in most such inverse problems, there is a trade-
off to be made between careful modeling of the physical situation and
computational tractability. The FBP method slights the physics in favor
of computational simplicity and speed. In recent years, iterative methods
that incorporate more of the physics have become competitive.

21.2.2 The Discrete Model

In iterative reconstruction we begin by discretizing the problem; that is,
we imagine the region of interest within the patient to consist of finitely
many tiny squares, called pizels for two-dimensional processing or cubes,
called vozxels for three-dimensional processing. In what follows we shall
not distinguish the two cases, but as a linguistic shorthand, we shall refer
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to ‘pixels’ indexed by j = 1,...,J. The detectors are indexed by i =
1,...,I, the count obtained at detector 7 is denoted y;, and the vector y =
(y1,...,yr)T is our data. In practice, for the fully three-dimensional case, I
and J can be several hundred thousand.

We imagine that each pixel j has its own level of concentration of ra-
dioactivity and these concentration levels are what we want to determine.
Proportional to these concentration levels are the average rates of emission
of photons; the average rate for j we denote by x;. The goal is to determine
the vector x = (21, ...,25)T from y.

21.2.3 Discrete Attenuated Radon Transform

To achieve our goal we must construct a model that relates y to x. One
way to do that is to discretize the attenuated Radon Transform [136, 226].

The objective is to describe the contribution to the count data from
the intensity z; at the jth pixel. We assume, for the moment, that all
the radionuclide is concentrated within the jth pixel, and we compute the
resulting attenuated Radon Transform. Following [136, 226], we adopt a
ray model for detection, which means that corresponding to each detector
is a line of acceptance and that all the counts recorded at that detector
came from pixels that intersect this line. This is a simplification, of course,
since each detector has a solid angle of acceptance, which leads to depth-
dependent blur.

For notational simplicity, we suppose that the line of acceptance asso-
ciated with the ith detector is parameterized by arc-length s > 0, with
s = ¢ > 0 corresponding to the point closest to the detector, within the
body, s = 0 corresponding to the point farthest from the detector, at which
the line leaves the body, s = b < ¢ the point closest to the detector within
the jth pixel, and s = a < b the point farthest from the detector at which
the line leaves the jth pixel. The length of the intersection of the jth pixel
with the line is then d;; = b — a.

We are assuming that all the radionuclide is within the jth pixel, with
intensity distribution (proportional to) z;, so the value at detector i of the
attenuated Radon Transform is

b c d
Aij :/ $]‘67 fs u®) tdS. (213)

We assume that the attenuation is uniformly equal to p; > 0 within the
jth pixel, so we can write

b b c
— idt— t)dt
Aij :/ xje fs Hi fb u®) dS,
a
or

c b
Ay =g ”(t)dt/ sk gs,
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If pj = 0, then we have
Aij = asjef fb M(t)dtdij,
while if p; > 0 we have
Aij = (mie— f”ﬂ(t)dtdw)Sijv

where

S 1 /b (b=s)njq 1 (1 —#jd")
= — e s = —e i),
Todig g p1jdij
We can then write

Aij = JZjWij,

for each j and i.

Since the function )

g(t) = N

is positive for positive ¢, g(0) = 1, and g(4+o00) = 0, it is reasonable to view
S;; as the survival proportion associated with the jth pixel and the line
from the ith detector. Expanding the exponential in S;; in a power series,
we find that

(1-e)

1
11 dij
so that the loss proportion is approximately % w;di;. If we were to adopt
the decaying exponential model for a photon surviving its passage through
the jth pixel, and assume all the radionuclide was initially at the far side
of the jth pixel, we would replace S;; with e™#i dij which is approximately
1 — p;d;;, so that the loss proportion is approximately p;d;;. This is twice
the loss proportion that we got using the other model, and is larger because
we are assuming that all the radionuclide in the jth pixel has to attempt
to travel through the entire jth pixel, whereas, due to the spreading of the
radionuclide throughout the pixel, the average journey through the pixel is
only half of the length d;;.

Having found the values W;;, we form the matrix W having these entries
and then find a non-negative solution of the system of equations Wz =
y, using one of a number of iterative algorithms, including the EMML.
Contrary to what is stated in [226], it may not be appropriate to consider
W;; as the probability that a photon emitted at the jth pixel is detected
at the ith detector, even though 0 < W;; <1 for each ¢ and j. If viewed
that way, it would be the case that

1
Sij = (1—etf) ~1 - SHidis,
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would be the probability of detecting a photon emitted from the jth pixel;
we have no guarantee, however, that this sum is not greater than one.

It is significant that the authors in [226] realize that the EMML iterative
algorithm can be used to find a non-negative solution of Wx = y, even
though no stochastic model for the data is assumed in their derivation.
Their development involves discretizing the attenuated Radon Transform,
which involves no randomness, and viewing the count data as approximate
values of this discrete function.

There is another approach that can be used to relate the count data to
the intensity levels x;. This other approach is based on a stochastic model,
as we describe next.

21.2.4 A Stochastic Model

Another way to relate the count data to the intensities x; is to adopt the
model of independent Poisson emitters. Fori=1,....,T and j =1, ..., J, de-
note by Z;; the random variable whose value is to be the number of photons
emitted from pixel j, and detected at detector 4, during the scanning time.
We assume that the members of the collection {Z;;|i =1,....1,5 =1,...,J}
are independent. In keeping with standard practice in modeling radioac-
tivity, we also assume that the Z;; are Poisson-distributed.

Generally, the signal-to-noise ratio (SNR) is the ratio of the mean of
a distribution to its standard deviation (the square root of the variance).
In the case of the Poisson distribution, the variance and the mean are the
same, so the SNR is the square root of the mean; therefore, the higher the
mean the higher the SNR.

We assume that Z;; is a Poisson random variable whose mean value (and
variance) is A\;; = Pjjx;. Here the z; > 0 is the average rate of emission
from pixel j, as discussed previously, and P;; > 0 is the probability that a
photon emitted from pixel 7 will be detected at detector ¢. The calculation
of the P;; can be quite similar to the derivation of the W;; in the previous
subsection, with the exception that we do need to have

I
ZPM <1l
i—1

We then define the random variables Y; = Z;-]=1 Z;j, the total counts to
be recorded at detector i; our actual count y; is then the observed value of
the random variable Y;. Note that the actual values of the individual Z;
are not observable.

Any Poisson-distributed random variable has a mean equal to its vari-
ance. The signal-to-noise ratio (SNR) is usually taken to be the ratio of
the mean to the standard deviation, which, in the Poisson case, is then the
square root of the mean. Consequently, the Poisson SNR increases as the
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mean value increases, which points to the desirability (at least, statistically
speaking) of higher dosages to the patient.

Having found the P;;, we take P to be the matrix with these entries.
Since Px is the vector of expected counts at the various detectors, and y
is the vector of actual counts, trying to find a non-negative solution of the
system y = Pz may not seem completely reasonable. However, this is what
several well known iterative algorithms do, even ones such as the EMML
that were not originally designed for this purpose.

21.2.5 Reconstruction as Parameter Estimation

The goal is to estimate the distribution of radionuclide intensity by cal-
culating the vector x. The entries of x are parameters and the data are
instances of random variables, so the problem looks like a fairly standard
parameter estimation problem of the sort studied in beginning statistics.
One of the basic tools for statistical parameter estimation is likelihood
maximization, which is playing an increasingly important role in medical
imaging. There are several problems, however. One is that the number of
parameters is quite large, as large as the number of data values, in most
cases. Standard statistical parameter estimation usually deals with the es-
timation of a handful of parameters. Another problem is that we do not
know what the P;; are. These values will vary from one patient to the next,
since whether or not a photon makes it from a given pixel to a given de-
tector depends on the geometric relationship between detector ¢ and pixel
j, as well as what is in the patient’s body between these two locations. If
there are ribs or skull getting in the way, the probability of making it goes
down. If there are just lungs, the probability goes up. These values can
change during the scanning process, when the patient moves. Some motion
is unavoidable, such as breathing and the beating of the heart. Determin-
ing good values of the P;; in the absence of motion, and correcting for the
effects of motion, are important parts of SPECT image reconstruction.

21.3 Relative Advantages

In [190], Ollinger and Fessler discuss some of the relative advantages of
these two modes of emission tomography.

Attenuation, which is primarily the scattering of photons by the body
to locations outside the field of view of the detecting cameras, is harder to
correct in SPECT. The radiopharmaceuticals used in SPECT must incor-
porate heavy isotopes, such as thallium and technetium; since these do not
occur naturally in biologically active molecules, the synthesis of physiologi-
cally useful tracers is a challenge. In contrast, in PET the positron-emitting
isotopes of carbon, nitrogen, oxygen and fluorine that are used occur natu-
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rally in many compounds of biological interest and can therefore be easily
incorporated into useful radiopharmaceuticals.

Because collimation is performed by the computer in PET, while SPECT
must employ lead collimators, which absorb many of the photons, the sensi-
tivity of the detecting gamma cameras in SPECT is reduced, in comparison
to PET.

On the other side of the balance sheet, the short half-life of most
positron-emitting isotopes necessitates an on-site cyclotron, while the iso-
topes used in SPECT have longer half-lives and can be stored. Also, the
scanners for PET are more expensive than those used in SPECT.

At any given time, computer speed limits the size of the problem that
can be dealt with. While 2D reconstructions are clinically feasible, fully 3D
imaging (not to mention dynamic, 4D imaging) poses more of a challenge,
hence the need for continuing algorithm development.
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Chapter 22

List-Mode Reconstruction
in PET

22.1 Why List-Mode Processing?

In PET the radionuclide emits individual positrons, which travel, on aver-
age, between 4 mm and 2.5 cm (depending on their kinetic energy) before
encountering an electron. The resulting annihilation releases two gamma-
ray photons that then proceed in essentially opposite directions. Detection
in the PET case means the recording of two photons at nearly the same
time at two different detectors. The locations of these two detectors then
provide the end points of the line segment passing, more or less, through
the site of the original positron emission. Therefore, each possible pair of
detectors determines a line of response. When a LOR is recorded, it is
assumed that a positron was emitted somewhere along that line.

In modern PET scanners the number of pairs of detectors, and therefore,
the number of potential LOR, often exceeds the number of detections; the
count recorded at any single ¢ is typically one or zero. It makes sense,
therefore, to record the data as a list of those LOR corresponding to a
detection; this is list-mode data.

22.2 Correcting for Attenuation in PET

In SPECT attenuation correction is performed by modifying the probabil-
ities P;;. In PET the situation is at once simpler and more involved.

Let a given LOR be parameterized by the variable s, with s = 0 and
s = ¢ denoting the two ends, and ¢ the distance from one end to the other.
For a fixed value s = sg, let P(s) be the probability of reaching s for a
photon resulting from an emission at sg. For small As > 0 the probability

209
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that a photon that reached s is absorbed in the interval [s,s + As] is
approximately u(s)As, where pu(s) > 0 is the photon attenuation density
at s. Then P(s + As) = P(s)[1 — u(s)As], so that

P(s+ As) — P(s) & —P(s)u(s)As.
Dividing by As and letting As go to zero, we get
P'(s) = —P(s)u(s).

It follows that .
-/ ()t

s

P(s)=e
The probability that the photon will reach s = ¢ and be detected is then

P(c)=e fo Hndr

Similarly, we find that the probability that a photon will succeed in reaching
s =0 from sq is
P0)=¢" Jo" mwar,

Since having one photon reach s = 0 and the other reach s = ¢ are indepen-
dent events, their probabilities multiply, so that the probability that both
photons reach their destinations and a coincident detection is recorded for

this LOR is .
- fo n(tydt

The expected number of coincident detections along the LOR is then pro-
portional to

/ Cpsye om0t g _ o f noas / " F(s)ds. (22.1)
0 0

where f(s) is the intensity of radionuclide at s.

For each LOR 4 and each pixel or voxel j, let A;; be the geometric
probability that an emission at j will result in two photons traveling along
the LOR 4. The probability A;; is unrelated to the attenuation presented
by the body of the patient. Then the probability that an emission at j will
result in the LOR i being added to the list is

Pij = aiAqj,

where
— | p(s)ds
a; = € fz ) ,

and the integral is the line integral along the line segment associated with
the LOR i. We then perform attenuation correction by using the probabil-
ities P;; in the reconstruction.
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Note that, if the number I of potential LOR is not too large and the
entries of the data vector y are not simply zero or one, we might correct
for attenuation by replacing each y; with y;/a;, which is approximately the
count we would have seen for the LOR i if there had been no attenuation.
However, in the more typical case of large I and zero or one values for the
i, this approach does not make much sense. The effect of attenuation now
is to prevent certain 7 from being recorded, not to diminish the values of the
positive y; of the LOR that were recorded. Therefore, at least in theory, it
makes more sense to correct for attenuation by using the P;;. There is an
additional complication, though.

In list-mode processing, I, the number of potential LOR, is much larger
than the size of the list. To employ the EMML algorithm or one of its
block-iterative variants, we need to calculate the probabilities associated
with those LOR on the list, but it is costly to do this for all the potential
LOR,; we do need to compute the sensitivities, or probabilities of detection,
for each pixel, however. If we consider only the geometry of the scanner,
calculating the sensitivities for each pixel is not difficult and can be done
once and used repeatedly; it is much more problematic if we must include
the patient-specific attenuation. For this reason, it makes sense, practically
speaking, to correct for attenuation in list-mode PET by replacing y; with
yi/a; for those y; equal to one. The reconstruction is probably much the
same, either way.

22.3 Modeling the Possible LOR

We can model the potential LOR simply as pairs of detectors, so that I, the
number of potential LOR, is very large, but finite, and finite probability
vectors, rather than probability density functions, suffice in forming the
likelihood function. The EMML algorithm applies directly to this list-mode
model. This is the approach adopted by Huesman et al. [151].

Alternatively, one can assume that the end-point coordinates form a
continuum, so that the set of potential LOR is uncountably infinite. Now
we need probability density functions to form the likelihood function. This
method, adopted by Parra and Barrett [194], makes the application of the
EMML algorithm more complicated, as discussed in [55].

22.4 EMML: The Finite LOR Model

In this section we discuss the EMML iterative algorithm for list-mode re-
construction based on the finite model.
Let the list of recorded LOR be {41, ...,45} and let

Qmj = Piwuj’
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form =1, ..., M. Since the values of the y; are typically zero or one, the i,,
are typically distinct, but this is not essential here. The EMML iteration
becomes

k+1 k —1 Z Qm]( 3 ) (22.2)

Note that we still need to use the sensitivity values

which are the probabilities of detection. However, for imaging the radionu-
clide we do not need to calculate the s; by first determining each of the
P;j; we need only that the s; > Zm 1 @mj for each j and that the relative
values of the various s; be reasonably accurate. For quantitation, though,
accurate absolute values of the s; are needed.

22.5 List-mode RBI-EMML

We turn now to the block-iterative versions of EMML. For n =1, ..., N let
(', consist of all indices m such that the LOR i, on the list is also in B,,.
The list-mode BI-EMML (LMBI-EMML) has the iterative step

= (1= njsn)2h ! + 2hynd; Y U( ! ) (22.3)

k
vt T MQER)
with v > 0 chosen so that
Snjdjyn <1
When we select §; = s ~1, we must then have 7, < p;'. When we have

S
§; = 1, we need v, < m,'. Generally speaking, the larger the -, the
faster the convergence. The rescaled LMBI-EMML (LMRBI-EMML) uses
the largest values of v, consistent with these constraints.

Note that, as previously, we need s; and now we also need s,;. As be-
fore, though, we do not need to specify each of the P;; to obtain reasonable

choices for these values.

22.6 The Row-action LMRBI-EMML: LMEMART

The row-action or event-by-event version of the RBI-EMML algorithm, the
LMEMART, is a special case of the LMRBI-EMML in which, for m =
., M, each LOR i,, on the list forms its own block or subset, denoted
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Cyn. Another way to say this is that we choose the original blocks B,, so
that no B,, contains more than one i,,. For clarity, we shall assume that the
blocks B,, are chosen so that By, = {iy,} and Cyp, = {m}, form =1,..., M.
We then let Bjs11 consist of all the ¢ not equal to some I,,, on the list, and
N = M + 1. Therefore, for n = 1,..., M, we have

Snj = an~

In the LMEMART each iteration employs a single member of the list and we
cycle through the list repeatedly. The iteration index is now m =1,..., M,
with m = m(k) = k(mod M) + 1.

The LMEMART has the iterative step

1
k1 O Nk ok s S
Ty = (1 'Yma]Qmj)x] xJ'Ymd]Q'rn]((Qirk)m)v (224)

22.7 EMML: The Continuous LOR Model

When the end points of the potential LOR are allowed to take on values in
a continuum, the likelihood function involves probability density functions,
rather than finite probabilities. This poses a difficulty, in that the values
of probability density functions can be any non-negative real number; only
their integrals are required to be one. As a result, the convergence theory
for the EMML algorithm and its various block-iterative versions does not
apply unchanged.

For each pixel index j, let f;(-) be the probability density function (pdf)
whose domain is the (uncountably infinite) set of potential LOR with the
property that the probability that an emission at j results in an LOR from
the set S being recorded is the integral of f; over S. With x; the expected
number of emissions from j during the scanning time, and

J
Ty = E Xy,
J=1

the probability that an emission came from j, given that an emission has
happened, is xj /. Therefore, the probability that an LOR in the set S
will be recorded, given that an emission has happened, is the integral over
S of the pdf

1 J
FO) == if;().
Ty =1
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For each j let d; be the probability that an emission from j will be detected,

and let
1
=— D wd;
+54

be the probability that an emission will be detected.

The number of items on the list, M, is also a random variable, which we
model as having a Poisson distribution with mean value dz,. Therefore,
the probability of M is

p(M) = exp(—z,d)(x d)™ /M.
Given the list of recorded LOR, the likelihood function is then

M
M) T £im),

and the log likelihood function to be maximized is

M
LL(z) = —x4d+ Z log(Pz)m,

m=1
where the matrix P has entries
fj (lm)
Note that ;
(Px)m =Y Pmjaj,
=1
so that
M J M J
> Py =Y (D P = Y s,
m=1 j=1 m=1 j=1
for
M
¢ = Py
m=1

Maximizing the log likelihood function is equivalent to minimizing

M
KL(u, Px) — (Px)m + x4+d + constants,
m=1
where u is the vector whose entries are all one, and therefore equivalent to

minimizing

J
F(z) = KL(u,Pz) + Y (d; —c;)x
j=1



22.7. EMML: THE CONTINUOUS LOR MODEL 215

The EMML algorithm itself will minimize only KL(u, Pxz). The basic
problem now is that we have values of probability density functions and
the quantities c;, which can be any positive real numbers, are unrelated to
the detectability or sensitivity d;.

It was shown in [55] that the EMML algorithm can be modified to
provide a convergent iterative method for minimizing F'(z). This modified
EMML algorithm has the iterative step

k+17xkd— Z ( 3 )

For the finite model, as in [151], this is just the usual EMML and conver-
gence follows from known results, but for the continuous model, as in [194],
this iterative scheme falls outside the EMML framework and convergence
needed to be established, as in [55].

Just as the EMML algorithm must be modified before it can be applied
to the continuous model, we must adapt the block-iterative versions as well;
see [55] for details.



216 CHAPTER 22. LIST-MODE RECONSTRUCTION IN PET



Chapter 23

Magnetic Resonance
Imaging

In elements with an odd number of protons, such as hydrogen, the nucleus
itself will have a net magnetic moment. The objective in magnetic res-
onance imaging (MRI) is to determine the density of such elements in a
volume of interest within the body. This is achieved by forcing the indi-
vidual spinning nuclei to emit signals that, while too weak to be detected
alone, are detectable in the aggregate. Fourier-transform estimation and
extrapolation techniques play a major role in the rapidly expanding field
of magnetic resonance imaging [239, 137].

23.1 Slice Isolation

When the external magnetic field is the static field Bok, that is, the mag-
netic field has strength By and axis k = (0,0,1), then the Larmor fre-
quency is the same everywhere and equals wy = vBp, where v is the gy-
romagnetic constant. If, instead, we impose an external magnetic field
(Bo+ G, (2 — 20))k, for some constant G, then the Larmor frequency is wy
only within the plane z = z3. This external field now includes a gradient

field.

23.2 Tipping
When a magnetic dipole moment that is aligned with k is given a compo-

nent in the x, y-plane, it begins to precess around the z-axis, with frequency
equal to its Larmor frequency. To create this x, y-plane component, we ap-
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ply a radio-frequency field (rf field)
H (t)(cos(wt)i + sin(wt)j).

The function H;(t) typically lasts only for a short while, and the effect
of imposing this rf field is to tip the aligned magnetic dipole moment axes
away from the z-axis, initiating precession. Those dipole axes that tip most
are those whose Larmor frequency is w. Therefore, if we first isolate the
slice z = zg and then choose w = wyp, we tip primarily those dipole axes
within the plane z = zy. The dipoles that have been tipped ninety degrees
into the x, y-plane generate the strongest signal. How much tipping occurs
also depends on H; (t), so it is common to select Hy(t) to be constant over
the time interval [0, 7], and zero elsewhere, with integral 35- This Hy (t)
is called a §-pulse, and tips those axes with Larmor frequency wp into the
x, y-plane.

23.3 Imaging

The information we seek about the proton density function is contained
within the received signal. By carefully adding gradient fields to the ex-
ternal field, we can make the Larmor frequency spatially varying, so that
each frequency component of the received signal contains a piece of the
information we seek. The proton density function is then obtained through
Fourier transformations.

23.3.1 The Line-Integral Approach

Suppose that we have isolated the plane z = zy and tipped the aligned axes
using a F-pulse. After the tipping has been completed, we introduce an
external field (Bg + G,x)k, so that now the Larmor frequency of dipoles
within the plane z = zg is w(x) = wy + YG,x, which depends on the z-
coordinate of the point. The result is that the component of the received
signal associated with the frequency w(z) is due solely to those dipoles
having that x coordinate. Performing an FFT of the received signal gives
us line integrals of the density function along lines in the z, y-plane having
fixed z-coordinate.

More generally, if we introduce an external field (By+ Gz +Gyy)k, the
Larmor frequency is constant at w(z,y) = wo + ¥(Gex + Gyy) = wo + s
along lines in the x, y-plane with equation

Gyx + Gyy = s.

Again performing an FFT on the received signal, we obtain the integral of
the density function along these lines. In this way, we obtain the three-
dimensional Radon transform of the desired density function. The central
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slice theorem for this case tells us that we can obtain the Fourier transform
of the density function by performing a one-dimensional Fourier transform
with respect to the variable s. For each fixed (G5, G,) we obtain this
Fourier transform along a ray through the origin. By varying the (G, G,)
we get the entire Fourier transform. The desired density function is then
obtained by Fourier inversion.

23.3.2 Phase Encoding

In the line-integral approach, the line-integral data is used to obtain values
of the Fourier transform of the density function along lines through the
origin in Fourier space. It would be more convenient to have Fourier-
transform values on the points of a rectangular grid. We can obtain this
by selecting the gradient fields to achieve phase encoding.

Suppose that, after the tipping has been performed, we impose the
external field (By+Gyy)k for T seconds. The effect is to alter the precession
frequency from wp to w(y) = wo + YGyy. A harmonic e*°? is changed to

ezwotez'yGy yt ,

so that, after T" seconds,we have

6zng61'yGy yT )

For t > T, the harmonic e’“°? returns, but now it is
€iw0t6i’YnyT.

The effect is to introduce a phase shift of yGyyT. Each point with the
same y-coordinate has the same phase shift.

After time T, when this gradient field is turned off, we impose a second

external field, (By + Gyx)k. Because this gradient field alters the Larmor

frequencies, at times ¢ > 7' the harmonic e*0?e"&v¥T is transformed into
eiwotei'ynyTei'szxt.

The received signal is now

S(t) _ eiwot//p(x7y)ei'ynyTei'mewtdxdy’

where p(z,y) is the value of the proton density function at (z,y). Removing
the eot factor, we have

/ / pla,y)e T e Gt dudy,

which is the Fourier transform of p(z,y) at the point (yGgt,vG,T). By
selecting equi-spaced values of ¢ and altering the G, we can get the Fourier
transform values on a rectangular grid.
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23.4 The General Formulation

The external magnetic field generated in the MRI scanner is generally de-
scribed by

H(r,t) = (Ho+ G(t) - r)k + Hy(t)(cos(wt)i + sin(wt)j). (23.1)

The vectors i,j, and k are the unit vectors along the coordinate axes,
and r = (z,y,2). The vector-valued function G(t) = (G, (t), Gy (), G.(t))
produces the gradient field

G(t) - r.

The magnetic field component in the x,y plane is the radio frequency (rf)
field.

If G(t) = 0, then the Larmor frequency is wy everywhere. Using w = wy
in the rf field, with a Z-pulse, will then tip the aligned axes into the z,y-
plane and initiate precession. If G(t) = 6, for some direction vector 6, then
the Larmor frequency is constant on planes 6 - r = s. Using an rf field
with frequency w = (Hp + s) and a F-pulse will then tip the axes in this
plane into the z, y-plane. The strength of the received signal will then be
proportional to the integral, over this plane, of the proton density function.
Therefore, the measured data will be values of the three-dimensional Radon
transform of the proton density function, which is related to its three-
dimensional Fourier transform by the Central Slice Theorem. Later, we

shall consider two more widely used examples of G(t).

23.5 The Received Signal

We assume now that the function H,(t) is a short 5-pulse, that is, it has
constant value over a short time interval [0,7] and has integral 7-. The
received signal produced by the precessing magnetic dipole moments is
approximately

S(t) = /R3 p(r) exp(—i’y(/o G(s)ds) - r) exp(—t/T»)dr, (23.2)

where p(r) is the proton density function, and T is the transverse or spin-
spin relaxation time. The vector integral in the exponent is

[ s = ([ Guas, [ Gyt01s, [ o

Now imagine approximating the function G,(s) over the interval [0,¢] by
a step function that is constant over small subintervals, that is, G(s)
is approximately G (nA) for s in the interval [nA, (n + 1)A), with n =
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1,..,N and A = %. During the interval [nA, (n + 1)A), the presence of
this gradient field component causes the phase to change by the amount

2vG,(nA)A, so that by the time we reach s = ¢ the phase has changed by

N

2y Ga(nA)A,

n=1

which is approximately x fot G, (s)ds.

23.5.1 An Example of G(t)

Suppose now that g > 0 and 6 is an arbitrary direction vector. Let
G(t) = g0, forT < t, (23.3)

and G(t) = 0 otherwise. Then the received signal S(¢) is

S(t) = /R (e exp(—ing(t )6 - ¥)dr

= (2m)*?p(yg(t — 7)), (23.4)

for 7 <t << T5, where p denotes the three-dimensional Fourier transform
of the function p(r).

From Equation (23.4) we see that, by selecting different direction vec-
tors and by sampling the received signal S(¢) at various times, we can
obtain values of the Fourier transform of p along lines through the origin
in the Fourier domain, called k-space. If we had these values for all § and
for all ¢t we would be able to determine p(r) exactly. Instead, we have much
the same problem as in transmission tomography; only finitely many 6 and
only finitely many samples of S(¢). Noise is also a problem, because the
resonance signal is not strong, even though the external magnetic field is.

We may wish to avoid having to estimate the function p(r) from finitely
many noisy values of its Fourier transform. We can do this by selecting the
gradient field G(t) differently.

23.5.2 Another Example of G()

The vector-valued function G(t) can be written as
G(t) = (G1(t), Ga(t), Gs(1))-

Now we let

GQ(t) = g2,
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and
Gs(t) = g3,
for 0 <t < 7, and zero otherwise, and

Gl(t) =J41,

for 7 < t, and zero otherwise. This means that only Hok and the rf field
are present up to time 7, and then the rf field is shut off and the gradient
field is turned on. Then, for ¢ > 7, we have

S(t) = (2n)* 2 Mo(v(t — T)g1, Y792, 77g3)-

By selecting
t, =nAt+r,forn=1,...,N,

gok = kAg,
and
gsi = iAg,
for i,k = —m,...,m we have values of the Fourier transform, Mo, on a

Cartesian grid in three-dimensional k-space. The proton density function,
p, can then be approximated using the fast Fourier transform.

Although the reconstruction employs the FFT, obtaining the Fourier-
transform values on the Cartesian grid can take time. An abdominal scan
can last for a couple of hours, during which the patient is confined, mo-
tionless and required to hold his or her breath repeatedly. Recent work
on compressed sensing is being applied to reduce the number of Fourier-
transform values that need to be collected, and thereby reduce the scan
time [242, 177].

23.6 Compressed Sensing in Image Recon-
struction

As we have seen, the data one obtains from the scanning process can often
be interpreted as values of the Fourier transform of the desired image; this is
precisely the case in magnetic-resonance imaging, and approximately true
for x-ray transmission tomography, positron-emission tomography (PET)
and single-photon emission tomography (SPECT). The images one encoun-
ters in medical diagnosis are often approximately locally constant, so the
associated array of discrete partial derivatives will be sparse. If this sparse
derivative array can be recovered from relatively few Fourier-transform val-
ues, then the scanning time can be reduced.
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23.6.1 Incoherent Bases

The objective in CS is to exploit sparseness to reconstruct a vector f in
R’ from relatively few linear functional measurements [103].

Let U = {u',u?, ...,u’} and V = {v!,v?,...,v7} be two orthonormal
bases for R’, with all members of R’ represented as column vectors. For
i=1,2,...,J, let

o i i
pi = mase {]{u', 7))}
and
w(U, V) = max{mu; |i = 1,...,T}.

We know from Cauchy’s Inequality that

(', 07) < 1,
and from Parseval’s Equation
J
(', o7)[* = [|u']]* = 1.
j=1
Therefore, we have
1
ﬁ < M(Ua V) <1

The quantity u(U, V) is the coherence measure of the two bases; the closer

(U, V) is to the lower bound of %, the more incoherent the two bases
are.

Let f be a fixed member of R7; we expand f in the V basis as

f =zl +z0® + ..+ a0’

We say that the coefficient vector z = (z1,...,2;) is S-sparse if S is the
number of non-zero ;.

23.6.2 Exploiting Sparseness

If S is small, most of the x; are zero, but since we do not know which ones
these are, we would have to compute all the linear functional values

Tj = <f7vj>

to recover f exactly. In fact, the smaller S is, the harder it would be to
learn anything from randomly selected x;, since most would be zero. The
idea in CS is to obtain measurements of f with members of a different
orthonormal basis, which we call the U basis. If the members of U are very
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much like the members of V', then nothing is gained. But, if the members of
U are quite unlike the members of V', then each inner product measurement

yi = (fou') = flu’

should tell us something about f. If the two bases are sufficiently inco-
herent, then relatively few y; values should tell us quite a bit about f.
Specifically, we have the following result due to Candés and Romberg [64]:
suppose the coefficient vector = for representing f in the V' basis is S-sparse.
Select uniformly randomly M < J members of the U basis and compute
the measurements y; = (f,u’). Then, if M is sufficiently large, it is highly
probable that z = x also solves the problem of minimizing the one-norm

[2]|1 = |21] + |22] + ... + |24,

subject to the conditions

yi = (g,a") = g"u’,

for those M randomly selected u®, where

g= zlvl + zgv2 + ...+ sz‘].
This can be formulated as a linear programming problem. The smaller
w(U,V) is, the smaller the M is permitted to be without reducing the
probability of perfect reconstruction.



Chapter 24

Intensity Modulated
Radiation Therapy

In intensity modulated radiation therapy (IMRT) beamlets of radiation with
different intensities are transmitted into the body of the patient. Each voxel
within the patient will then absorb a certain dose of radiation from each
beamlet. The goal of IMRT is to direct a sufficient dosage to those regions
requiring the radiation, those that are designated planned target volumes
(PTV), while limiting the dosage received by the other regions, the so-
called organs at risk (OAR). In our discussion here we follow Censor et al.
[72].

24.1 The Forward and Inverse Problems

The forward problem is to calculate the radiation dose absorbed in the
irradiated tissue based on a given distribution of the beamlet intensities.
The inverse problem is to find a distribution of beamlet intensities, the
radiation intensity map, that will result in a clinically acceptable dose
distribution. One important constraint is that the radiation intensity map
must be implementable, that is, it is physically possible to produce such
an intensity map, given the machine’s design. There will be limits on the
change in intensity between two adjacent beamlets, for example.

24.2 Equivalent Uniform Dosage
The equivalent uniform dose (EUD) for tumors is the biologically equivalent

dose which, if given uniformly, will lead to the same cell-kill within the
tumor volume as the actual non-uniform dose.
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24.3 Constraints

Constraints on the EUD received by each voxel of the body are described in
dose space, the space of vectors whose entries are the doses received at each
voxel. Constraints on the deliverable radiation intensities of the beamlets
are best described in intensity space, the space of vectors whose entries are
the intensity levels associated with each of the beamlets. The constraints
in dose space will be upper bounds on the dosage received by the OAR
and lower bounds on the dosage received by the PTV. The constraints
in intensity space are limits on the complexity of the intensity map and
on the delivery time, and, obviously, that the intensities be non-negative.
Because the constraints operate in two different domains, it is convenient
to formulate the problem using these two domains. This leads to a split-
feasibility problem.

24.4 The Multi-Set Split-Feasibilty-Problem
Model

The split feasibility problem (SFP) is to find an z in a given closed convex
subset C' of R’ such that Az is in a given closed convex subset @ of
R, where A is a given real I by J matrix. Because the constraints are
best described in terms of several sets in dose space and several sets in
intensity space, the SFP model needs to be expanded into the multi-set
SFP (MSSFP) [73].

It is not uncommon to find that, once the various constraints have been
specified, there is no intensity map that satisfies them all. In such cases,
it is desirable to find an intensity map that comes as close as possible to
satisfying all the constraints. One way to do this, as we shall see, is to
minimize a prorimity function.

24.5 Formulating the Proximity Function

For¢=1,....,1, and j = 1,...,J, let h; > 0 be the dose absorbed by the
i-th voxel of the patient’s body, £; > 0 be the intensity of the j-th beamlet
of radiation, and D;; > 0 be the dose absorbed at the i-th voxel due to a
unit intensity of radiation at the j-th beamlet. The non-negative matrix
D with entries D;; is the dose influence matriz.

In intensity space, we have the obvious constraints that x; > 0. In addi-
tion, there are implementation constraints; the available treatment machine
will impose its own requirements, such as a limit on the difference in in-
tensities between adjacent beamlets. In dosage space, there will be a lower
bound on the dosage delivered to those regions designated as planned tar-
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get volumes (PTV), and an upper bound on the dosage delivered to those
regions designated as organs at risk (OAR).

24.6 Equivalent Uniform Dosage Functions

Suppose that S; is either a PTV or a OAR, and suppose that S; contains
N; voxels. For each dosage vector h = (hy,...,h;)T define the equivalent
uniform dosage function (EUD-function) e;(h) by

eilh) = (= 3 (h)™)e, (24.1

N
1€Sy

where 0 < a < 1if S; is a PTV, and o > 1 if S; is an OAR. The function
et(h) is convex, for h nonnegative, when S; is an OAR, and —e;(h) is
convex, when S; is a PTV. The constraints in dosage space take the form

ei(h) < ay,

when S; is an OAR, and
—e¢(h) < by,

when S; is a PTV. Therefore, we require that h = Dz lie within the
intersection of these convex sets.
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Chapter 25

Planewave Propagation

In this chapter we demonstrate how the Fourier transform arises naturally
as we study the signals received in the farfield from an array of tranmitters
or reflectors. We restrict our attention to single-frequency, or narrowband,
signals.

25.1 Transmission and Remote-Sensing

For pedagogical reasons, we shall discuss separately what we shall call the
transmission and the remote-sensing problems, although the two problems
are opposite sides of the same coin, in a sense. In the one-dimensional
transmission problem, it is convenient to imagine the transmitters located
at points (z,0) within a bounded interval [—A, A] of the z-axis, and the
measurements taken at points P lying on a circle of radius D, centered
at the origin. The radius D is large, with respect to A. It may well be
the case that no actual sensing is to be performed, but rather, we are
simply interested in what the received signal pattern is at points P distant
from the transmitters. Such would be the case, for example, if we were
analyzing or constructing a transmission pattern of radio broadcasts. In the
remote-sensing problem, in contrast, we imagine, in the one-dimensional
case, that our sensors occupy a bounded interval of the z-axis, and the
transmitters or reflectors are points of a circle whose radius is large, with
respect to the size of the bounded interval. The actual size of the radius
does not matter and we are interested in determining the amplitudes of the
transmitted or reflected signals, as a function of angle only. Such is the case
in astronomy, farfield sonar or radar, and the like. Both the transmission
and remote-sensing problems illustrate the important role played by the
Fourier transform.
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25.2 The Transmission Problem

We identify two distinct transmission problems: the direct problem and
the inverse problem. In the direct transmission problem, we wish to deter-
mine the farfield pattern, given the complex amplitudes of the transmitted
signals. In the inverse transmission problem, the array of transmitters or
reflectors is the object of interest; we are given, or we measure, the farfield
pattern and wish to determine the amplitudes. For simplicity, we consider
only single-frequency signals.

We suppose that each point = in the interval [—A, A] transmits the
signal f(x)e™!, where f(z) is the complex amplitude of the signal and
w > 0 is the common fixed frequency of the signals. Let D > 0 be large,
with respect to A, and consider the signal received at each point P given
in polar coordinates by P = (D,0). The distance from (z,0) to P is
approximately D — x cos#, so that, at time ¢, the point P receives from
(x,0) the signal f(x)e™(t—(P=zcos0)/c) where ¢ is the propagation speed.
Therefore, the combined signal received at P is

. . wcos 6

A
B(P,t) :ei‘”te_i“D/c/ f(z)e™ < dux. (25.1)
-A

The integral term, which gives the farfield pattern of the transmission, is

0 4 - wcos
P ):/ F)e= =22 4y (25.2)
—A

where F(y) is the Fourier transform of f(x), given by

A
Fy) = /_ @), (25.3)

How F(%OSQ) behaves, as a function of 8, as we change A and w, is dis-
cussed in some detail in the chapter in [59] on direct transmission.

Consider, for example, the function f(z) = 1, for |z| < A, and f(x) =0,
otherwise. The Fourier transform of f(x) is

F(v) = 2Asinc(A4y), (25.4)
where sinc(t) is defined to be

sin(t)
t 9

sinc(t) = (25.5)

for ¢t # 0, and sinc(0) = 1. Then F(2£<%) = 24 when cosf = 0, so when
0 =2 and 6 = 3. We will have F(2%5%) = 0 when A2%¢ = 7 or
cos @ = 3=. Therefore, the transmission pattern has no nulls if 3= > 1. In
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order for the transmission pattern to have nulls, we need A > %, where A =
% is the wavelength. This rather counterintuitive fact, namely that we
need more signals transmitted in order to receive less at certain locations,

illustrates the phenomenon of destructive interference.

25.3 Reciprocity

For certain remote-sensing applications, such as sonar and radar array pro-
cessing and astronomy, it is convenient to switch the roles of sender and
receiver. Imagine that superimposed planewave fields are sensed at points
within some bounded region of the interior of the sphere, having been
transmitted or reflected from the points P on the surface of a sphere whose
radius D is large with respect to the bounded region. The reciprocity prin-
ciple tells us that the same mathematical relation holds between points P
and (z,0), regardless of which is the sender and which the receiver. Con-
sequently, the data obtained at the points (z,0) are then values of the
inverse Fourier transform of the function describing the amplitude of the
signal sent from each point P.

25.4 Remote Sensing

A basic problem in remote sensing is to determine the nature of a distant
object by measuring signals transmitted by or reflected from that object.
If the object of interest is sufficiently remote, that is, is in the farfield, the
data we obtain by sampling the propagating spatio-temporal field is related,
approximately, to what we want by Fourier transformation. The problem
is then to estimate a function from finitely many (usually noisy) values
of its Fourier transform. The application we consider here is a common
one of remote-sensing of transmitted or reflected waves propagating from
distant sources. Examples include optical imaging of planets and asteroids
using reflected sunlight, radio-astronomy imaging of distant sources of radio
waves, active and passive sonar, and radar imaging.

25.5 The Wave Equation

In many areas of remote sensing, what we measure are the fluctuations
in time of an electromagnetic or acoustic field. Such fields are described
mathematically as solutions of certain partial differential equations, such
as the wave equation. A function u(x,y, z,t) is said to satisfy the three-
dimensional wave equation if

Upp = c2(um + Uyy + Uzz) = AV, (25.6)
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where u; denotes the second partial derivative of u with respect to the time
variable ¢t twice and ¢ > 0 is the (constant) speed of propagation. More
complicated versions of the wave equation permit the speed of propagation
¢ to vary with the spatial variables x,y, z, but we shall not consider that
here.

We use the method of separation of variables at this point, to get some
idea about the nature of solutions of the wave equation. Assume, for the
moment, that the solution u(¢,x,y, z) has the simple form

u(t, z,y,2) = f(t)g(x,y, 2). (25.7)
Inserting this separated form into the wave equation, we get
" (®g(x,y,2) = A f()V?g(,y, 2) (25.8)

or

@)/ ft) = Vig(z,y,2)/g(x,y, 2). (25.9)

The function on the left is independent of the spatial variables, while the
one on the right is independent of the time variable; consequently, they
must both equal the same constant, which we denote —w?. From this we
have two separate equations,

IO+ (1) = 0, (25.10)
and
2
V2g(w,y.2) + S 9(9,2) = 0. (25.11)

Equation (25.11) is the Helmholtz equation.

Equation (25.10) has for its solutions the functions f(t) = cos(wt) and
sin(wt), or, in complex form, the complex exponential functions f(t) = e*!
and f(t) = e~™! Functions u(t,z,y,z) = f(t)g(z,y,2) with such time
dependence are called time-harmonic solutions.

25.6 Planewave Solutions

Suppose that, beginning at time ¢ = 0, there is a localized disturbance.
As time passes, that disturbance spreads out spherically. When the radius
of the sphere is very large, the surface of the sphere appears planar, to
an observer on that surface, who is said then to be in the far field. This
motivates the study of solutions of the wave equation that are constant on
planes; the so-called planewave solutions.
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Let s = (z,y, 2) and u(s, t) = u(z,y, 2,t) = e*“*e™®S. Then we can show
that u satisfies the wave equation us; = ¢2V2u for any real vector k, so long
as ||k||? = w?/c?. This solution is a planewave associated with frequency
w and wavevector k; at any fixed time the function wu(s,t) is constant on
any plane in three-dimensional space having k as a normal vector.

In radar and sonar, the field u(s,t) being sampled is usually viewed as
a discrete or continuous superposition of planewave solutions with various
amplitudes, frequencies, and wavevectors. We sample the field at various
spatial locations s, for various times t. Here we simplify the situation a
bit by assuming that all the planewave solutions are associated with the
same frequency, w. If not, we can perform an FFT on the functions of time
received at each sensor location s and keep only the value associated with
the desired frequency w.

25.7 Superposition and the Fourier Transform

In the continuous superposition model, the field is
u(s,t) = ! / F(k)e sdk. (25.12)
Our measurements at the sensor locations s give us the values
f(s) = / F(k)e™sdk. (25.13)

The data are then Fourier transform values of the complex function F'(k);
F (k) is defined for all three-dimensional real vectors k, but is zero, in
theory, at least, for those k whose squared length ||k||? is not equal to
w?/c?. Our goal is then to estimate F(k) from measured values of its
Fourier transform. Since each k is a normal vector for its planewave field
component, determining the value of F(k) will tell us the strength of the
planewave component coming from the direction k.

25.7.1 The Spherical Model

We can imagine that the sources of the planewave fields are the points P
that lie on the surface of a large sphere centered at the origin. For each
P, the ray from the origin to P is parallel to some wavevector k. The
function F(k) can then be viewed as a function F(P) of the points P. Our
measurements will be taken at points s inside this sphere. The radius of
the sphere is assumed to be orders of magnitude larger than the distance
between sensors. The situation is that of astronomical observation of the
heavens using ground-based antennas. The sources of the optical or electro-
magnetic signals reaching the antennas are viewed as lying on a large sphere
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surrounding the earth. Distance to the sources is not considered now, and
all we are interested in are the amplitudes F'(k) of the fields associated
with each direction k.

25.8 Sensor Arrays

In some applications the sensor locations are essentially arbitrary, while
in others their locations are carefully chosen. Sometimes, the sensors are
collinear, as in sonar towed arrays.

25.8.1 The Two-Dimensional Array

Suppose now that the sensors are in locations s = (z,y,0), for various x
and y; then we have a planar array of sensors. Then the dot product s - k
that occurs in Equation (25.13) is

s -k = zky + yko; (25.14)

we cannot see the third component, k3. However, since we know the size
of the vector k, we can determine |ks|. The only ambiguity that remains
is that we cannot distinguish sources on the upper hemisphere from those
on the lower one. In most cases, such as astronomy, it is obvious in which
hemisphere the sources lie, so the ambiguity is resolved.

The function F'(k) can then be viewed as F'(kq, k2), a function of the
two variables k; and ko. Our measurements give us values of f(z,y), the
two-dimensional Fourier transform of F'(kq1, k2). Because of the limitation
k|| = %, the function F'(ky, ko) has bounded support. Consequently, its
Fourier transform cannot have bounded support. As a result, we can never
have all the values of f(x,y), and so cannot hope to reconstruct F(ky, k)

exactly, even for noise-free data.

25.8.2 The One-Dimensional Array

If the sensors are located at points s having the form s = (z,0,0), then we
have a line array of sensors. The dot product in Equation (25.13) becomes

s -k =uzk;. (25.15)

Now the ambiguity is greater than in the planar array case. Once we have
k1, we know that

k2 4+ k2 = (%)2 k2, (25.16)

which describes points P lying on a circle on the surface of the distant
sphere, with the vector (k1,0,0) pointing at the center of the circle. It
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is said then that we have a cone of ambiguity. One way to resolve the
situation is to assume k3 = 0; then |ks| can be determined and we have
remaining only the ambiguity involving the sign of k3. Once again, in many
applications, this remaining ambiguity can be resolved by other means.
Once we have resolved any ambiguity, we can view the function F'(k)
as F(k1), a function of the single variable k1. Our measurements give us
values of f(x), the Fourier transform of F(k1). As in the two-dimensional
case, the restriction on the size of the vectors k means that the function
F (k1) has bounded support. Consequently, its Fourier transform, f(z),
cannot have bounded support. Therefore, we shall never have all of f(z),
and so cannot hope to reconstruct F'(k1) exactly, even for noise-free data.

25.8.3 Limited Aperture

In both the one- and two-dimensional problems, the sensors will be placed
within some bounded region, such as || < A, |y| < B for the two-
dimensional problem, or |z| < A for the one-dimensional case. These
bounded regions are the apertures of the arrays. The larger these apertures
are, in units of the wavelength, the better the resolution of the reconstruc-
tions.

In digital array processing there are only finitely many sensors, which
then places added limitations on our ability to reconstruction the field
amplitude function F(k).

25.9 The Remote-Sensing Problem

We shall begin our discussion of the remote-sensing problem by consid-
ering an extended object transmitting or reflecting a single-frequency, or
narrowband, signal. The narrowband, extended-object case is a good place
to begin, since a point object is simply a limiting case of an extended ob-
ject, and broadband received signals can always be filtered to reduce their
frequency band.

25.9.1 The Solar-Emission Problem

In [24] Bracewell discusses the solar-emission problem. In 1942, it was
observed that radio-wave emissions in the one-meter wavelength range were
arriving from the sun. Were they coming from the entire disk of the sun
or were the sources more localized, in sunspots, for example? The problem
then was to view each location on the sun’s surface as a potential source of
these radio waves and to determine the intensity of emission corresponding
to each location.

For electromagnetic waves the propagation speed is the speed of light
in a vacuum, which we shall take here to be ¢ = 3 x 10% meters per second.
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The wavelength ) for gamma rays is around one Angstrom, which is 10710
meters; for x-rays it is about one millimicron, or 10~ meters. The visi-
ble spectrum has wavelengths that are a little less than one micron, that
is, 1075 meters. Shortwave radio has a wavelength around one millime-
ter; microwaves have wavelengths between one centimeter and one meter.
Broadcast radio has a A running from about 10 meters to 1000 meters,
while the so-called long radio waves can have wavelengths several thousand
meters long.

The sun has an angular diameter of 30 min. of arc, or one-half of a
degree, when viewed from earth, but the needed resolution was more like
3 min. of arc. As we shall see shortly, such resolution requires a radio
telescope 1000 wavelengths across, which means a diameter of 1km at a
wavelength of 1 meter; in 1942 the largest military radar antennas were
less than 5 meters across. A solution was found, using the method of
reconstructing an object from line-integral data, a technique that surfaced
again in tomography. The problem here is inherently two-dimensional, but,
for simplicity, we shall begin with the one-dimensional case.

25.10 Sampling

In the one-dimensional case, the signal received at the point (z,0,0) is
essentially the inverse Fourier transform f(z) of the function F(kq); for
notational simplicity, we write k = k;. The F(k) supported on a bounded
interval |k| < %, so f(x) cannot have bounded support. As we noted
earlier, to determine F'(k) exactly, we would need measurements of f(x)
on an unbounded set. But, which unbounded set?

Because the function F'(k) is zero outside the interval [-<, ], the func-
tion f(x) is band-limited. The Nyquist spacing in the variable z is therefore

e

Ay, =—. 25.1
- (25.17)

The wavelength A associated with the frequency w is defined to be

2
A= TC (25.18)
w
so that
A
Bp =5 (25.19)

The significance of the Nyquist spacing comes from Shannon’s Sampling
Theorem, which says that if we have the values f(mA,), for all integers m,
then we have enough information to recover F'(k) exactly. In practice, of
course, this is never the case.
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25.11 The Limited-Aperture Problem

In the remote-sensing problem, our measurements at points (x,0,0) in the
farfield give us the values f(x). Suppose now that we are able to take
measurements only for limited values of x, say for |x| < A; then 2A is the
aperture of our antenna or array of sensors. We describe this by saying that
we have available measurements of f(z)h(z), where h(z) = xa(z) =1, for
|x| < A, and zero otherwise. So, in addition to describing blurring and
low-pass filtering, the convolution-filter model can also be used to model
the limited-aperture problem. As in the low-pass case, the limited-aperture
problem can be attacked using extrapolation, but with the same sort of risks
described for the low-pass case. A much different approach is to increase
the aperture by physically moving the array of sensors, as in synthetic
aperture radar (SAR).

Returning to the farfield remote-sensing model, if we have Fourier trans-
form data only for |x| < A, then we have f(x) for || < A. Using
h(x) = xa(z) to describe the limited aperture of the system, the point-
spread function is H(vy) = 2A4sinc(yA), the Fourier transform of h(x). The
first zeros of the numerator occur at |y| = %, so the main lobe of the
point-spread function has width 27”. For this reason, the resolution of such
a limited-aperture imaging system is said to be on the order of %. Since
|k < ¢, we can write k = £ cosf, where 6 denotes the angle between
the positive z-axis and the vector k = (ki, ko, 0); that is, 6 points in the
direction of the point P associated with the wavevector k. The resolution,
as measured by the width of the main lobe of the point-spread function
H(~), in units of k, is 27”, but, the angular resolution will depend also on
the frequency w. Since k = 2{ cos B, a distance of one unit in k£ may corre-
spond to a large change in § when w is small, but only to a relatively small
change in # when w is large. For this reason, the aperture of the array is
usually measured in units of the wavelength; an aperture of A = 5 meters
may be acceptable if the frequency is high, so that the wavelength is small,
but not if the radiation is in the one-meter-wavelength range.

25.12 Resolution

If F(k) = 6(k) and h(x) = xa(z) describes the aperture-limitation of the
imaging system, then the point-spread function is H(y) = 2Asinc(yA).
The maximum of H(v) still occurs at v = 0, but the main lobe of H (%)
extends from —7% to %; the point source has been spread out. If the point-
source object shifts, so that F'(k) = §(k — a), then the reconstructed image
of the object is H(k —a), so the peak is still in the proper place. If we know
a priori that the object is a single point source, but we do not know its
location, the spreading of the point poses no problem; we simply look for



238 CHAPTER 25. PLANEWAVE PROPAGATION

the maximum in the reconstructed image. Problems arise when the object
contains several point sources, or when we do not know a priori what we
are looking at, or when the object contains no point sources, but is just a
continuous distribution.

Suppose that F'(k) = 6(k — a) + 6(k — b); that is, the object consists
of two point sources. Then Fourier transformation of the aperture-limited
data leads to the reconstructed image

R(k) = 2A(sinc(A(k — a)) + sinc(A(k — b))). (25.20)

If |b — a is large enough, R(k) will have two distinct maxima, at approx-
imately £ = a and k = b, respectively. For this to happen, we need 7/A,
the width of the main lobe of the function sinc(Ak), to be less than |b—al.
In other words, to resolve the two point sources a distance |b— a| apart, we
need A > 7/|b — a|. However, if |b — a| is too small, the distinct maxima
merge into one, at k = “TH’ and resolution will be lost. How small is too
small will depend on both A and w.

Suppose now that F(k) = §(k — a), but we do not know a priori that
the object is a single point source. We calculate

R(k) = H(k — a) = 2Asinc(A(k — a)) (25.21)

and use this function as our reconstructed image of the object, for all k.
What we see when we look at R(k) for some k = b # a is R(b), which is
the same thing we see when the point source is at k = b and we look at
k = a. Point-spreading is, therefore, more than a cosmetic problem. When
the object is a point source at k = a, but we do not know a prior: that it
is a point source, the spreading of the point causes us to believe that the
object function F(k) is nonzero at values of k other than & = a. When we
look at, say, k = b, we see a nonzero value that is caused by the presence
of the point source at k = a.

Suppose now that the object function F(k) contains no point sources,
but is simply an ordinary function of k. If the aperture A is very small, then
the function H (k) is nearly constant over the entire extent of the object.
The convolution of F(k) and H(k) is essentially the integral of F'(k), so
the reconstructed object is R(k) = [ F(k)dk, for all k.

Let’s see what this means for the solar-emission problem discussed ear-
lier.

25.12.1 The Solar-Emission Problem Revisited

The wavelength of the radiation is A = 1 meter. Therefore, “ = 27, and

k in the interval [—2m,27] corresponds to the angle 6 in [0,7]. The sun
has an angular diameter of 30 minutes of arc, which is about 10~2 radians.
Therefore, the sun subtends the angles 6 in [3 —(0.5)-1072, 5 4(0.5)-1072],
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which corresponds roughly to the variable k in the interval [-3 - 10723 -
1072]. Resolution of 3 minutes of arc means resolution in the variable k of
3-1073. If the aperture is 2A4, then to achieve this resolution, we need

iy
~<3.1078 25.22
1S , ( )
or
™ 3
A> 3 10 (25.23)

meters, or A not less than about 1000 meters.

The radio-wave signals emitted by the sun are focused, using a parabolic
radio-telescope. The telescope is pointed at the center of the sun. Because
the sun is a great distance from the earth and the subtended arc is small
(30 min.), the signals from each point on the sun’s surface arrive at the
parabola nearly head-on, that is, parallel to the line from the vertex to the
focal point, and are reflected to the receiver located at the focal point of
the parabola. The effect of the parabolic antenna is not to discriminate
against signals coming from other directions, since there are none, but to
effect a summation of the signals received at points (z,0,0), for |z| < A,
where 2A is the diameter of the parabola. When the aperture is large, the
function h(z) is nearly one for all x and the signal received at the focal
point is essentially

/ F(@)dz = F(0); (25.24)

we are now able to distinguish between F(0) and other values F'(k). When
the aperture is small, h(x) is essentially d(x) and the signal received at the
focal point is essentially

/ F(2)8(x)dz = £(0) = / F(k)dk; (25.25)

now all we get is the contribution from all the k, superimposed, and all
resolution is lost.

Since the solar emission problem is clearly two-dimensional, and we need
3 min. resolution in both dimensions, it would seem that we would need a
circular antenna with a diameter of about one kilometer, or a rectangular
antenna roughly one kilometer on a side. We shall return to this problem
later, once when we discuss multi-dimensional Fourier transforms, and then
again when we consider tomographic reconstruction of images from line
integrals.

25.13 Discrete Data

A familiar topic in signal processing is the passage from functions of con-
tinuous variables to discrete sequences. This transition is achieved by sam-
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pling, that is, extracting values of the continuous-variable function at dis-
crete points in its domain. Our example of farfield propagation can be used
to explore some of the issues involved in sampling.

Imagine an infinite wniform line array of sensors formed by placing
receivers at the points (nA,0,0), for some A > 0 and all integers nn. Then
our data are the values f(nA). Because we defined k = £ cos ¥, it is clear
that the function F'(k) is zero for k outside the interval [—<, “].

Our discrete array of sensors cannot distinguish between the signal ar-
riving from 6 and a signal with the same amplitude, coming from an angle
a with

w w 2m
— = — 0+ — 25.26
o cosa = —cos + A ( )

where m is an integer. To resolve this ambiguity, we select A > 0 so that

w  2r_ w
— 4+ >= 25.27
c+A_c7 ( )
or
Tc A
A< —=—. 25.28
S 555 ( )

The sensor spacing Ay = % is the Nyquist spacing.

In the sunspot example, the object function F(k) is zero for k outside
of an interval much smaller than [-%,<]. Knowing that F(k) = 0 for
|k| > K, for some 0 < K < %, we can accept ambiguities that confuse
f with another angle that lies outside the angular diameter of the object.
Consequently, we can redefine the Nyquist spacing to be

m
Ay = %
This tells us that when we are imaging a distant object with a small angular
diameter, the Nyquist spacing is greater than % If our sensor spacing has

(25.29)

been chosen to be %, then we have oversampled. In the oversampled case,
band-limited extrapolation methods can be used to improve resolution .

25.13.1 Reconstruction from Samples

From the data gathered at our infinite array we have extracted the Fourier
transform values f(nA), for all integers n. The obvious question is whether
or not the data is sufficient to reconstruct F'(k). We know that, to avoid
ambiguity, we must have A < 7¢. The good news is that, provided this
condition holds, F'(k) is uniquely determined by this data and formulas
exist for reconstructing F(k) from the data; this is the content of the
Shannon’s Sampling Theorem. Of course, this is only of theoretical interest,
since we never have infinite data. Nevertheless, a considerable amount of
traditional signal-processing exposition makes use of this infinite-sequence
model. The real problem, of course, is that our data is always finite.
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25.14 The Finite-Data Problem

Suppose that we build a uniform line array of sensors by placing receivers
at the points (nA,0,0), for some A > 0 and n = —N, ..., N. Then our data
are the values f(nA), for n = —N, ..., N. Suppose, as previously, that the
object of interest, the function F(k), is nonzero only for values of k in the
interval [—K, K7, for some 0 < K < “. Once again, we must have A < 7¢
to avoid ambiguity; but this is not enough, now. The finite Fourier data
is no longer sufficient to determine a unique F'(k). The best we can hope
to do is to estimate the true F'(k), using both our measured Fourier data
and whatever prior knowledge we may have about the function F(k), such
as where it is nonzero, if it consists of Dirac delta point sources, or if it is
nonnegative. The data is also noisy, and that must be accounted for in the
reconstruction process.

In certain applications, such as sonar array processing, the sensors are
not necessarily arrayed at equal intervals along a line, or even at the grid
points of a rectangle, but in an essentially arbitrary pattern in two, or even
three, dimensions. In such cases, we have values of the Fourier transform
of the object function, but at essentially arbitrary values of the variable.
How best to reconstruct the object function in such cases is not obvious.

25.15 Functions of Several Variables

Fourier transformation applies, as well, to functions of several variables. As
in the one-dimensional case, we can motivate the multi-dimensional Fourier
transform using the farfield propagation model. As we noted earlier, the
solar emission problem is inherently a two-dimensional problem.

25.15.1 Two-Dimensional Farfield Object

Assume that our sensors are located at points s = (,y,0) in the z,y-plane.
As discussed previously, we assume that the function F(k) can be viewed
as a function F'(k1, k). Since, in most applications, the distant object has
a small angular diameter when viewed from a great distance - the sun’s is
only 30 minutes of arc - the function F'(k1, k2) will be supported on a small
subset of vectors (k1, k2).

25.15.2 Limited Apertures in Two Dimensions

Suppose we have the values of the Fourier transform, f(x,y), for x| < A
and |y| < A. We describe this limited-data problem using the function
h(z,y) that is one for |z| < A, and |y| < A, and zero, otherwise. Then the
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point-spread function is the Fourier transform of this h(z,y), given by
H(a, ) = 4ABsinc(Aa)sinc(Bf). (25.30)

The resolution in the horizontal (x) direction is on the order of %, and
1

5 in the vertical, where, as in the one-dimensional case, aperture is best
measured in units of wavelength.

Suppose our aperture is circular, with radius A. Then we have Fourier
transform values f(x,y) for /22 4+y?> < A. Let h(z,y) equal one, for
/12 +y2 < A, and zero, otherwise. Then the point-spread function of
this limited-aperture system is the Fourier transform of h(x,y), given by
H(a, B) = 2224 J;(rA), with r = /a2 + 32. The resolution of this system is
roughly the distance from the origin to the first null of the function J;(rA),
which means that rA = 4, roughly.

For the solar emission problem, this says that we would need a circular
aperture with radius approximately one kilometer to achieve 3 minutes of
arc resolution. But this holds only if the antenna is stationary; a moving
antenna is different! The solar emission problem was solved by using a
rectangular antenna with a large A, but a small B, and exploiting the
rotation of the earth. The resolution is then good in the horizontal, but bad
in the vertical, so that the imaging system discriminates well between two
distinct vertical lines, but cannot resolve sources within the same vertical
line. Because B is small, what we end up with is essentially the integral
of the function f(z, z) along each vertical line. By tilting the antenna, and
waiting for the earth to rotate enough, we can get these integrals along
any set of parallel lines. The problem then is to reconstruct F'(k1, k2) from
such line integrals. This is also the main problem in tomography.

25.16 Broadband Signals

We have spent considerable time discussing the case of a distant point
source or an extended object transmitting or reflecting a single-frequency
signal. If the signal consists of many frequencies, the so-called broadband
case, we can still analyze the received signals at the sensors in terms of
time delays, but we cannot easily convert the delays to phase differences,
and thereby make good use of the Fourier transform. One approach is
to filter each received signal, to remove components at all but a single
frequency, and then to proceed as previously discussed. In this way we can
process one frequency at a time. The object now is described in terms of a
function of both k and w, with F(k,w) the complex amplitude associated
with the wave vector k and the frequency w. In the case of radar, the
function F'(k,w) tells us how the material at P reflects the radio waves at
the various frequencies w, and thereby gives information about the nature
of the material making up the object near the point P.
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There are times, of course, when we do not want to decompose a broad-
band signal into single-frequency components. A satellite reflecting a TV
signal is a broadband point source. All we are interested in is receiving the
broadband signal clearly, free of any other interfering sources. The direc-
tion of the satellite is known and the antenna is turned to face the satellite.
Each location on the parabolic dish reflects the same signal. Because of its
parabolic shape, the signals reflected off the dish and picked up at the focal
point have exactly the same travel time from the satellite, so they combine
coherently, to give us the desired TV signal.
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Chapter 26

Appendix: A Little
Optimization

26.1 Image Reconstruction Through Optimiza-
tion

In our discussion of both transmission and emission tomography we saw
that discretization leads to systems of linear equations to be solved for the
vectorized image x. Typically, these systems are quite large, the measured
data is noisy, and there will be no non-negative = satisfying the system
exactly. In such cases, one can turn to optimization, and calculate a non-
negatively constrained least-squares solution, with or without a penalty
term.

In the stochastic approach to emission tomography, we maximize the
likelihood function with respect to the unknown image vector x. Here
again, optimization plays a role. It is reasonable, therefore, to take a brief
look at the theory of optimization, particularly constrained optimization.
In this chapter we discuss optimization with equality constraints and the
area known as convez programming (CP).

26.2 Eigenvalues and Eigenvectors Through
Optimization

Let B be any real I by J matrix. We want to find the maximum value of

the ratio ||Bz||/||z||, over all non-zero vectors z. If & solves this problem,

so does ¢z for every non-zero real number c; therefore, we may and do
constrain the vectors x to have ||z|| = 1.

247
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We reformulate the problem as follows: maximize f(z) = ||Bz||?, sub-
ject to g(x) = ||z||* = 1. Our approach will be to use the method of
Lagrange multipliers. Suppose that & is a solution and S is the level sur-
face of the function f(z) containing the vector Z, that is,

§ = {z|f(z) = f(2)}.

The gradient of f(z) at & is a vector normal to S at Z. Now let U be the
unit surface of all z with ||z|| = 1. We claim that S and U must be tangent
at x = . If that is not the case, then U cuts through S, making it possible
to move from one side of S to the other side of S, while remaining on the
surface U. Therefore, we would be able to move along U to another vector
x with f(z) > f(Z), which cannot happen.

Since the two surfaces are tangent at x = Z, their gradients are parallel,
so that

V(#) = aVg(a),

for some constant «. Equivalently,
V() + (—a)Vg(#) = 0.

The main idea of the Lagrange-multiplier method is to define the La-
grangian as

L(z; A) = f(x) + Ag(x),

so that, for some value of the parameter A the gradient of L(x;\) is zero;
here A\ = —a works.
The Lagrangian for this problem is

L(z, A) = f(z) + Ag(x) = [|Ba|[* + Al|z[]*.

Therefore, we have
2BT Bi + 2\ = 0,

or
BTB# = az,

which tells us that & is an eigenvector of the matrix BY B corresponding to
the eigenvalue .. Since the matrix BT B is symmetric, all its eigenvalues
are real numbers; in fact, BT B is non-negative definite, so all its eigenvalues
are non-negative.
Since
||Bz||> = T BT Bi = ai”& = o||2||? = a,

we see that the largest value of ||Bx||?, subject to ||z|| = 1, must be a.
So « is the largest eigenvalue of the matrix BT B and # is an associated
eigenvector.
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The largest eigenvalue of BT B is also the largest eigenvalue of the ma-
trix BBT and is denoted p(BT B) = p(BBT), and called the spectral radius
of BT B. We can therefore write

1B2|[” < p(B" B)|2]?, (26.1)

for all vectors z.

26.3 Convex Sets and Convex Functions

A subset C of R is said to be convez if, for every collection ¢y, ca, ...,cn
of points in C' and all positive constants a1, as, ..., ay summing to one, the
point aici + ... + aycy is again in C. A function f : R — R is said to
be a convex function on the convex set C if, for all such combinations as
above, we have

flarer + ... +aneny) < arf(er) + ... +an flen).

The function f(z) = ||[Az — b]|? is convex on C' = R’ and the function
f(x) = KL(b, Az) is convex on the set C of non-negative z in R”.

26.4 The Convex Programming Problem

Let f and g;,7 =1, ..., I, be convex functions defined on a non-empty closed
convex subset C' of R7. The primal problem in convex programming (CP)
is the following:

minimize f(z), subjectto g;(x) <0, fori=1,...,1. (P) (26.2)

For notational convenience, we define g(x) = (¢1(z),...,g9r(z)). Then (P)
becomes

minimize f(z), subjectto g(x) <0. (P) (26.3)
The feasible set for (P) is
F = {z|g(z) < 0}. (26.4)

Definition 26.1 The problem (P) is said to be consistent if F' is not
empty, and super-consistent if there is x in F with g;(x) < 0 for all
i=1,...,1. Such a point x is then called a Slater point.

Definition 26.2 The Lagrangian for the problem (P) is the function

1
L@, ) = f() + Y- Migu(o), (26.5)

defined for all x in C and X\ > 0.
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26.5 A Simple Example
Let us minimize the function f: R? — R given by
flay) = (@+1)*+97

subject to £ > 0 and y > 0. To get this problem into the form of the CP
problem we introduce the functions

g1 (I, y) = —Z,
and
g2(x,y) = —y.
The partial derivative of f, with respect to x, is
of
— =2 1
Y (o) =20 +1),
and the partial derivative of f, with respect to vy, is
of
87/(:6, y) =2y.
If we simply set both partial derivatives to zero, we get x = —1 and y = 0,

which is, of course, the unconstrained minimizing point for f. But this
point does not satisfy our constraints.

If we graph the function, we see immediately that the constrained so-
lution is the origin, x = 0 and y = 0. At this point, we can move up
or down without decreasing f, and this is reflected in the fact that the
y-partial derivative at (0,0) is zero. The z-partial derivative at (0,0) is
not zero, however, since, if we move horizontally to the left, the function f
decreases. However, we are prevented from moving left by the constraint
that x > 0, so it is not necessary that the x-partial derivative be zero at
the solution. We only need to know that if we move to the right, which
is permitted by the constraints, the function f increases; the fact that the
a-partial derivative is positive at (0,0) guarantees this.

26.6 The Karush-Kuhn-Tucker Theorem

As we have just seen, at the solution of a CP problem it is not necessarily
the case that the partial derivatives all be zero. But what does have to be
the case?

The Karush-Kuhn Tucker Theorem gives necessary and sufficient con-
ditions for a vector x* to be a solution of a super-consistent problem (P).

Theorem 26.1 Let (P) be super-consistent. Then x* solves (P) if and
only if there is a vector \* such that
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e 1) \* >0
o 2) Nigi(z*) =0, foralli=1,..,1;

o 3) Vf(z*)+ Y \iVg(a*) = 0.

We saw in the first section that when we optimize subject to an equality
constraint the first condition of the KKT Theorem need not hold, that is,
the Lagrange multipliers need not be non-negative, and the second condi-
tion is automatically true, since the constraints are now g;(z) = 0 for all
i.

26.7 Back to our Example

Once again, the problem is to minimize f(z,y) = (z + 1)? + 2, subject to
g1(z,y) = —x < 0 and go(z,y) = —y < 0. Applying Condition 3 of the
KKT Theorem, we get

0=2(x+1)—Al,

and

0=2y— .
From Condition 2 we know that either A} = 0, which can’t happen, since
then z = —1, or x = 0; therefore z = 0. Also from Condition 2 we know

that either A5 = 0 or y = 0; therefore, y = 0. We have found the solution
to our constrained minimization problem.

26.8 Two More Examples

We illustrate the use of the gradient form of the KKT Theorem with two
more examples that appeared in the paper of Driscoll and Fox [104].

26.8.1 A Linear Programming Problem

Minimize f(x1,x2) = 3x1 + 222, subject to the constraints 2z + x5 > 100,
1+ x2 > 80, 1 > 0 and x5 > 0. We define

gl(l’l,Ig) = 100 - 2501 — T2 S 0, (266)
g2($1, 3;‘2) =80 — 1 — g, (267)
g3(z1,22) = —1, (26.8)

and

ga(x1,x2) = —29. (26.9)
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The Lagrangian is then

L(z,\) = 3z1 + 229 + A (100 — 221 — x9)

+/\2(80 — T — l‘g) — A3x1 — A\gXo.
(26.10)

From the KKT Theorem, we know that if there is a solution z*, then there
is A* > 0 with
f(z*) = L(z*, \*) < L(z, \"),

for all z. For notational simplicity, we write A in place of A*.
Taking the partial derivatives of L(z, A) with respect to the variables
z1 and x4, we get

3—2\1 — A — A3 =0, (26.11)
and
2— A — A= =0. (26.12)

The complementary slackness conditions are

A =0, if 21 4+ z9 # 100, (26.13)
Ao =0, if 1 + 22 # 80, (2614)
)\3 =0 y if T1 7& O, (2615)
and
A =0, if o #0. (26.16)

A little thought reveals that precisely two of the four constraints must be
binding. Examining the six cases, we find that the only case satisfying all
the conditions of the KKT Theorem is A3 = Ay = 0. The minimum occurs
at 1 = 20 and x2 = 60 and the minimum value is f(20,60) = 180.
26.8.2 A Nonlinear Convex Programming Problem
Minimize the function

[y, m2) = (21 — 14)? + (2o — 11)?,
subject to

g1(z1,22) = (x1 — 11)* + (22 — 13)* — 49 <0,
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and
g2(x1,22) =21 + 22 — 19 < 0.

The Lagrangian is then

L(z,\) = (21 — 14)? + (2o — 11)%+

At ((xl 1) 4 (2 — 13)2 — 49) + X (ml tag— 19). (26.17)

Again, we write A in place of \*. Setting the partial derivatives, with
respect to x; and z9, to zero, we get the KKT equations

2x1 — 284+ 2M1x1 — 220 + A2 =0, (26.18)
and
29 — 22 4+ 2 122 — 2671 + A2 = 0. (26.19)
The complementary slackness conditions are
A =0, if (z; —11)% + (2o — 13)% # 49, (26.20)
and
A2 =0, if 1 + 22 # 19. (26.21)

There are four cases to consider. First, if neither constraint is binding, the
KKT equations have solution 1 = 14 and xo = 11, which is not feasible. If
only the first constraint is binding, we obtain two solutions, neither feasible.
If only the second constraint is binding, we obtain =] = 11, x5 = 8, and
A2 = 6. This is the optimal solution. If both constraints are binding,
we obtain, with a bit of calculation, two solutions, neither feasible. The
minimum value is f(11,8) = 18, and the sensitivity vector is A* = (0, 6).

26.9 Non-Negatively Constrained Least-Squares
If there is no solution to a system of linear equations Az = b, then we may
seek a least-squares “solution” , which is a minimizer of the function
I J 5
@) = (( Aimawm) =) = llAz —b|I%.
i=1  m=1

The partial derivative of f(x) with respect to the variable x; is

I J
ggi(x) -9 ; A <(mz-:1 i) — b)
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Setting the gradient equal to zero, we find that to get a least-squares solu-
tion we must solve the system of equations

AT(Az —b) = 0.

Now we consider what happens when the additional constraints x; > 0 are
imposed.
This problem fits into the CP framework, when we define

gj(z) = —zj,

for each j. Let & be a least-squares solution. According to the KKT
Theorem, for those values of j for which Z; is not zero we have A7 = 0 and

(,%f](j‘;) = 0. Therefore, if Z; # 0,

I J
i=1 m=1
Let () be the matrix obtained from A by deleting rows j for which z; = 0.
Then we can write

QT (Az —b) =0.

If Q has at least I columns and has full rank, then Q7 is a one-to-one
linear transformation, which implies that Az = b. Therefore, when there
is no non-negative solution of Ax = b, Q must have fewer than I columns,
which means that Z has fewer than I non-zero entries. This is the proof of
Theorem 11.1.

This result has some practical implications in medical image reconstruc-
tion. In the hope of improving the resolution of the reconstructed image,
we may be tempted to take J, the number of pixels, larger than I, the
number of equations arising from photon counts or line integrals. Since
the vector b consists of measured data, it is noisy and there may well not
be a non-negative solution of Az = b. As a result, the image obtained by
non-negatively constrained least-squares will have at most I — 1 non-zero
entries; many of the pixels will be zero and they will be scattered through-
out the image, making it unusable for diagnosis. The reconstructed images
resemble stars in a night sky, and, as a result, the theorem is sometimes
described as the “night sky” theorem.

This “night sky” phenomenon is not restricted to least squares. The
same thing happens with methods based on the Kullback-Leibler distance,
such as MART, EMML and SMART.

26.10 The EMML Algorithm

Maximizing the likelihood function in SPECT is equivalent to minimizing
the KL distance K L(b, Az) over non-negative vectors z, where b is the
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vector of photon counts at the detectors and A the matrix of detection
probabilities. With f(z) = KL(b, Az) and g;(x) = —x;, the problem
becomes a CP problem. We have

Of 4y = EI:A--(l - b-/(Ax)-)
6.13_7' - v ij 7 i)
where
J
m=1

Let & be the solution. According to the KKT Theorem, one of two things
are possible: for each j either 1): &; = 0 or 2): both A} = 0 and, conse-

quently,
of

5z () =0,

Therefore, for all values of the index j we have

0=a; > Ay (1-bi/(Ad):),
=1
or, equivalently,
I
i=1

where S5 = Zle Aij~

This suggests an iterative optimization algorithm whereby we insert the
current value of the vector, call it 2¥, into the right side of the last equation,
and call the resulting vector the next iterate, z**!. For simplicity, we
assume s; = 1. Then the iteration becomes

o =2k (3 Ay i/ (aah)). (26.22)

This is the EMML iterative algorithm.

26.11 The Simultaneous MART Algorithm

The MART algorithm has the following iterative step:

ij

o =k (b (a),)
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where ¢ = k(mod I) + 1. The MART uses only one equation at each step.
The simultaneous MART (SMART) uses all the equations at each step.
Assuming once again that s; = 1 for all j, the iterative step of the SMART
is

I
a5 = ok exp (ZAU log(bi/(Axk)i)>. (26.23)
i=1

The SMART is clearly closely related to the EMML algorithm, with subtle
differences, namely the exponentiation and the logarithm. As we shall
show in the next chapter, the SMART algorithm minimizes the function
KL(Axz,b), while the EMML minimizes K L(b, Ax).
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Appendix: Using Prior
Knowledge

A basic problem in signal processing is the estimation of the function F'(v)
from finitely many values of its inverse Fourier transform f(x). The DFT
is one such estimator. As we shall see in this section, there are other
estimators that are able to make better use of prior information about
F(~) and thereby provide a better estimate.

27.1 Over-sampling

We assume, for the moment, that F(y) = 0 for |y| > I" and that A = f.
In Figure 27.1 below, we show the DFT estimate for F() for a case in
which I' = 5. This would tell us that the proper sampling spacing is
A = 30. However, it is not uncommon to have situations in which x is time
and we can take as many samples of f(x) as we wish, but must take the
samples at points x within some limited time interval, say [0, A]. In the
case considered in the figure, A = 130. If we had used A = 30, we would
have obtained only four data points, which is not sufficient information.
Instead, we used A = 1 and took N = 129 data points; we over-sampled.
There is a price to be paid for over-sampling, however.

The DFT estimation procedure does not “know” about the true value
of I'; it only “sees” A. It “assumes” incorrectly that I' must be 7, since
A = 1. Consequently, it “thinks” that we want it to estimate F(v) on
the interval [—m,7]. It doesn’t “know” that we know that F'(vy) is zero on
most of this interval. Therefore, the DFT spends a lot of its energy trying
to describe the part of the graph of F(y) where it is zero, and relatively
little of its energy describing what is happening within the interval [-T", T,
which is all that we are interested in. This is why the bottom graph in the
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figure shows the DFT to be poor within [-T',T]. There is a second graph
in the figure. It looks quite a bit better. How was that graph obtained?
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Figure 27.1: The non-iterative band-limited extrapolation method
(MDFT) (top) and the DFT (bottom) for N =129, A =1 and I" = 7/30.

We know that F(y) = 0 outside the interval [-T',T']. Can we somehow
let the estimation process know that we know this, so that it doesn’t waste
its energy outside this interval? Yes, we can.

The characteristic function of the interval [-T', T is

[ Lif |y <T
xr(y) = {O,if | >T.

We take as our estimator of F(v) a function called the modified DFT,
(MDFT) having the form

N—-1
MDFT(y) = xr(y) Y _ ame™>. (27.1)
m=0

We determine the coefficients a,, by making M DFT'(y) consistent with the
data. Inserting M DFT(v) into the integral in Equation (8.2) and setting
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x =nA, for each n =0,1,...,N — 1, in turn, we find that we must have

1 N-1 T
A) = i(m—n)Ay )
f(?’l ) m m§:0 A [F € d’Y

Performing the integration, we find that we need

= sin(T'(n — m)A)
f(nA) = mz_:o s e ST (27.2)
forn=0,1,..., N —1. We solve for the a,, and insert these coefficients into
the formula for the MDFT. The graph of the MDFT is the top graph in
the figure.

The main idea in the MDFT is to use a form of the estimator that
already includes whatever important features of F'(y) we may know a priori.
In the case of the MDFT, we knew that F'(y) = 0 outside the interval
[T, T], so we introduced a factor of xr(7) in the estimator. Now, whatever
coefficients we use, any estimator of the form given in Equation (27.1)
will automatically be zero outside [-I",T"]. We are then free to select the
coefficients so as to make the MDF'T consistent with the data. This involves
solving the system of linear equations in (27.2).

27.2 Using Other Prior Information

The approach that led to the MDFT estimate suggests that we can intro-
duce other prior information besides the support of F(y). For example,
if we have some idea of the overall shape of the function F'(), we could

choose P(v) > 0 to indicate this shape and use it instead of xr(y) in our
estimator. This leads to the PDFT estimator, which has the form

N-1
PDFT(7) = P(y) ) _ bpne™>7, (27.3)
n=0

Now we find the b, by forcing the right side of Equation (27.3) to be
consistent with the data. Inserting the function PDFT'(y) into the integral
in Equation (8.2), we find that we must have

| N1 0o
A)=—= by [ P24y, 27.4
)= 3w [P : (274
Using p(z), the inverse Fourier transform of P(v), given by

1 > —ix
p@)=5- [ PO,
T J—-c
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we find that we must have
N-1
FA) =" bup((n — m)A), (27.5)
m=0

forn =0,1,...,N — 1. We solve this system of equations for the b,, and
insert them into the PDFT estimator in Equation (27.3).

In Figure 27.2 we have the function F(v) in the upper left corner. It
consists of one large bump in the center and one smaller bump toward the
right side. The DFT on the upper right side gives only slight indication
that the smaller bump exists. The data here is somewhat over-sampled, so
we can try the MDFT. The prior for the MDFT is P(v) = xr(v), which is
pictured in the center left frame; it is shown only over [T, T'], where it is
just one. The MDFT estimate is in the center right frame; it shows only
slight improvement over the DFT. Now, suppose we know that there is a
large bump in the center. Both the DFT and the MDFT tell us clearly
that this is the case, so even if we did not know it at the start, we know it
now. Let’s select as our prior a function P(y) that includes the big bump
in the center, as shown in the lower left. The PDFT on the lower right now
shows the smaller bump more clearly.

A more dramatic illustration of the use of the PDFT is shown in Figure
27.3. The function F'(7) is a function of two variables simulating a slice of a
head. It has been approximated by a discrete image, called here the “orig-
inal” . The data was obtained by taking the two-dimensional vector DFT
of the discrete image and replacing most of its values with zeros. When
we formed the inverse vector DFT, we obtained the estimate in the lower
right. This is essentially the DFT estimate, and it tells us nothing about
the inside of the head. From prior information, or even from the DFT
estimate itself, we know that the true F'(y) includes a skull. We therefore
select as our prior the (discretized) function of two variables shown in the
upper left. The PDFT estimate is the image in the lower left. The impor-
tant point to remember here is that the same data was used to generate
both pictures.

We saw previously how the MDFT can improve the estimate of F'(vy),
by incorporating the prior information about its support. Precisely why
the improvement occurs is the subject of the next section.

27.3 Analysis of the MDFT

Let our data be f(z,,), m = 1,..., M, where the x,, are arbitrary values of
the variable z. If F'(v) is zero outside [-T',T'], then minimizing the energy
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over [—I',T'] subject to data consistency produces an estimate of the form

M
Fr(v) = xv(y) D bmexp(izm),

with the b, satisfying the equations

M .
Flan) = Z - SIH(F(:L'm_;IL'n)),

(T, n)

we call a sinc
(L, — L)

for n = 1,..., M. The matrix Sr with entries
matrix.

27.3.1 Eigenvector Analysis of the MDFT

Although it seems reasonable that incorporating the additional information
about the support of F(7) should improve the estimation, it would be more
convincing if we had a more mathematical argument to make. For that we
turn to an analysis of the eigenvectors of the sinc matrix. Throughout this
subsection we make the simplification that z,, = n.

Exercise 27.1 The purpose of this exercise is to show that, for an Her-
mitian nonnegative-definite M by M matriz Q, a norm-one eigenvector u'
of Q associated with its largest eigenvalue, A1, maximizes the quadratic
form atQa over all vectors a with norm one. Let Q = ULU' be the
eigenvector decomposition of QQ, where the columns of U are mutually or-
thogonal eigenvectors u™ with norms equal to one, so that UU = I, and
L = diag{)1, ..., A\m} is the diagonal matriz with the eigenvalues of @Q as
its entries along the main diagonal. Assume that A1 > Ao > ... > A/
Then mazximize

M
a'Qa = Z A, [atu”)?,
n=1

subject to the constraint

M
ala=alUTUa= Z lafu”|? = 1.

n=1

Hint: Show afQa is a convex combination of the eigenvalues of Q.
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Exercise 27.2 Show that, for the sinc matrix Q = Sr, the quadratic form
afQa in the previous exercise becomes

1T &
TSra=— Y2y,
alSra= /_F|7;ane [“dy

Show that the norm of the vector a is the integral

1 K M
invy|2
o 77T| g ane™ | dy.

n=1

Exercise 27.3 For M = 30 compute the eigenvalues of the matriz St for
various choices of I', such as T = T, for k = 2,3,...,10. For each k arrange
the set of eigenvalues in decreasing order and note the proportion of them
that are not near zero. The set of eigenvalues of a matriz is sometimes
called its eigenspectrum and the nonnegative function xr(y) is a power
spectrum; here is one time in which different notions of a spectrum are
related.

27.3.2 The Eigenfunctions of Sr

Suppose that the vector u! = (uf,...,ul,)” is an eigenvector of Sr corre-

sponding to the largest eigenvalue, \;. Associate with u' the eigenfunction

)T

M
Ul) = 3wk,
n=1

Then
T T
M= / P/ [ 0P

—T
and U'(7) is the function of its form that is most concentrated within the
interval [-T", T].
Similarly, if uM is an eigenvector of Sp associated with the smallest
eigenvalue A7, then the corresponding eigenfunction UM (7) is the function
of its form least concentrated in the interval [-T",T].

Exercise 27.4 Plot for |y| < 7 the functions [U™(v)| corresponding to
each of the eigenvectors of the sinc matrix Sp. Pay particular attention to
the places where each of these functions is zero.
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The eigenvectors of Sy corresponding to different eigenvalues are orthog-
onal, that is (u™)fu” = 0 if m is not n. We can write this in terms of

integrals:
s

U™ (U™ (7)dy =0
—T
if m is not n. The mutual orthogonality of these eigenfunctions is related
to the locations of their roots, which were studied in the previous exercise.
Any Hermitian matrix @ is invertible if and only if none of its eigenval-
ues is zero. With A, and u™, m = 1,..., M, the eigenvalues and eigenvec-
tors of @, the inverse of ) can then be written as

Q7' = (1/A)u! (@) + .+ (1/ A uM (u).

Exercise 27.5 Show that the MDFT estimator given by Equation (27.1)
Fr(v) can be written as

M 1 T N
Fr( ZE dU™(v),
m=1

where d = (f(1), f(2), ..., f(M))T is the data vector.

Exercise 27.6 Show that the DFT estimate of F(v), restricted to the in-
terval [T, T, is

M
Fprr(y Z ™Mtau™(y).

From these two exercises we can learn why it is that the estimate Fp(vy)
resolves better than the DFT. The former makes more use of the eigen-
functions U™ (7) for higher values of m, since these are the ones for which
Am is closer to zero. Since those eigenfunctions are the ones having most of
their roots within the interval [-T", T'], they have the most flexibility within
that region and are better able to describe those features in F(+y) that are
not resolved by the DFT.
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27.4 The Discrete PDFT (DPDFT)

The derivation of the PDFT assumes a function f(z) of one or more con-
tinuous real variables, with the data obtained from f(x) by integration.
The discrete PDFT (DPDFT) begins with f(z) replaced by a finite vector
f = (f1,, ;)T that is a discretization of f(z); say that f; = f(x;,) for
some point x;. The integrals that describe the Fourier transform data can
be replaced by finite sums,

J
F(yn) = > fiEnj, (27.6)
j=1

where E,; = €. We have used a Riemann-sum approximation of the
integrals here, but other choices are also available. The problem then is to
solve this system of equations for the f;.

Since the N is fixed, but the J is under our control, we select J > N,
so that the system becomes under-determined. Now we can use minimum-
norm and minimum-weighted-norms solutions of the finite-dimensional prob-
lem to obtain an approximate, discretized PDFT solution.

Since the PDFT is a minimum-weighted norm solution in the continous-
variable formulation, it is reasonable to let the DPDFT be the correspond-
ing minimum-weighted-norm solution obtained with the positive-definite
matrix @ the diagonal matrix having for its jth diagonal entry

Qjj = 1/p(z;), (27.7)

if p(z;) > 0, and zero, otherwise.

27.4.1 Calculating the DPDFT

The DPDFT is a minimum-weighted-norm solution, which can be cal-
culated using, say, the ART algorithm. We know that, in the under-
determined case, the ART provides the the solution closest to the starting
vector, in the sense of the Euclidean distance. We therefore reformulate the
system, so that the minimum-weighted norm solution becomes a minimum-
norm solution, as we did earlier, and then begin the ART iteration with
zero. For recent work involving the DPDFT se [215, 214, 216].

27.4.2 Regularization

We noted earlier that one of the principles guiding the estimation of f(x)
from Fourier transform data should be that we do not want to overfit the
estimate to noisy data. In the PDF'T, this can be avoided by adding a small
positive quantity to the main diagonal of the matrix P. In the DPDFT,
sensitivity to noise is reduced by using the iterative regularized ART [60].
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PDFT DFT:Low-Pass

Figure 27.3: The PDFT in image reconstruction.



Chapter 28

Appendix: Convex Sets

Convex sets and convex functions play important roles in optimization. In
this chapter we survey the basic facts concerning the geometry of convex
sets.

28.1 A Bit of Topology

Having the norm allows us to define the distance between two points x and
y in R’ as ||z — y||. Being able to talk about how close points are to each
other enables us to define continuity of functions on R’ and to consider
topological notions of closed set, open set, interior of a set and boundary
of a set.

Definition 28.1 A subset B of R’ is closed if, whenever z* is in B for
each non-negative integer k and ||z — x*|| — 0, as k — +o0, then x is in

B.

For example, B = [0, 1] is closed as a subset of R, but B = (0,1) is not.

Definition 28.2 We say that d > 0 is the distance from the point x to the
set B if, for every € > 0, there is be in B, with ||z — be||2 < d + €, and no
b in B with ||z — b||2 < d.

The distance from the point 0 in R to the set (0, 1) is zero, while its distance
to the set (1,2) is one. It follows easily from the definitions that, if B is
closed and d = 0, then z is in B.

Definition 28.3 The closure of a set B is the set of all points x whose
distance from B is zero.

The closure of the interval B = (0,1) is [0, 1].

267
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Definition 28.4 A subset U of R’ is open if its complement, the set of
all points not in U, is closed.

Definition 28.5 Let C be a subset of R?. A point x in C is said to be
an interior point of set C' if there is € > 0 such that every point z with
[|lx —z|| < € isin C. The interior of the set C, written int(C), is the set of
all interior points of C. It is also the largest open set contained within C.

For example, the open interval (0,1) is the interior of the intervals (0,1]
and [0,1]. A set C' is open if and only if C' = int(C).

Definition 28.6 A point x in R’ is said to be a boundary point of set C
if, for every e > 0, there are points y. in C and z. not in C, both depending
on the choice of €, with ||z — y.|| < € and ||z — z|| < e. The boundary of
C is the set of all boundary points of C'. It is also the intersection of the
closure of C' with the closure of its complement.

For example, the points = 0 and = = 1 are boundary points of the set
(0,1].

Definition 28.7 Fork =0,1,2,..., let ¥ be a vector in R’. The sequence
of vectors {x*} is said to converge to the vector z if, given any € > 0, there
is positive integer n, usually depending on €, such that, for every k > n,
we have ||z — 2¥|| < e. Then we say that z is the limit of the sequence.

For example, the sequence {z* = } in R converges to z = 0. The

)
sequence {(—1)*} alternates between 1 and —1, so does not converge. How-
ever, the subsequence associated with odd k converges to z = —1, while the
subsequence associated with even k converges to z = 1. The values z = —1
and z = 1 are called subsequential limit points, or, sometimes, cluster points

of the sequence.

Definition 28.8 A sequence {z*} of vectors in R’ is said to be bounded
if there is a constant b > 0, such that ||z*|| < b, for all k.

A fundamental result in analysis is the following.

Proposition 28.1 Every convergent sequence of vectors in R’ is bounded.
Every bounded sequence of vectors in R’ has at least one convergent sub-
sequence, therefore, has at least one cluster point.

28.2 Convex Sets in R’

In preparation for our discussion of linear and nonlinear programming, we
consider some of the basic concepts from the geometry of convex sets.
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28.2.1 Basic Definitions
We begin with the basic definitions.

Definition 28.9 A wvector z is said to be a convex combination of the vec-
tors x and y if there is a in the interval [0,1] such that z = (1 — o)z + ay.

Definition 28.10 A nonempty set C in R’ is said to be convex if, for
any distinct points x and y in C, and for any real number o in the interval
(0,1), the point (1 — a)x + ay is also in C; that is, C is closed to convex
combinations.

For example, the unit ball B in R’, consisting of all x with ||z|]z < 1, is
convex, while the surface of the ball, the set of all x with ||z||2 = 1, is not
convex.

Definition 28.11 The convex hull of a set S, denoted conv(S), is the
smallest convex set containing S.

Proposition 28.2 The convex hull of a set S is the set C' of all convex
combinations of members of S.

Definition 28.12 A subset S of R’ is a subspace if, for every x and y in
S and scalars o and 3, the linear combination ax + By is again in S.

A subspace is necessarily a convex set.

Definition 28.13 The orthogonal complement of a subspace S is the set
St = {u|u”s = 0, forevery s € S}, (28.1)

the set of all vectors u in R’ that are orthogonal to every member of S.

For example, in R3, the x,y-plane is a subspace and has for its orthogonal
complement the z-axis.

Definition 28.14 A subset M of R’ is a linear manifold if there is a
subspace S and a vector b such that

M =S5+b={z|r=s+b,forsomesinS}.
Any linear manifold is convex.

Definition 28.15 For a fized column vector a with Euclidean length one
and a fixed scalar v the hyperplane determined by a and vy is the set

H(a,v) = {z{a, 2) = 7}.
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The hyperplanes H(a, ) are linear manifolds, and the hyperplanes H (a,0)
are subspaces.

Definition 28.16 Given a subset C of R’, the affine hull of C, denoted
aff(C), is the smallest linear manifold containing C'.

For example, let C' be the line segment connecting the two points (0, 1)
and (1,2) in R%. The affine hull of C is the straight line whose equation is
y=x+1.

Definition 28.17 The dimension of a subset of R’ is the dimension of its
affine hull, which is the dimension of the subspace of which it is a translate.

The set C above has dimension one. A set containing only one point is its
own affine hull, since it is a translate of the subspace {0}.

In R?, the line segment connecting the points (0,1) and (1,2) has no
interior; it is a one-dimensional subset of a two-dimensional space and can
contain no two-dimensional ball. But, the part of this set without its two
end points is a sort of interior, called the relative interior.

Definition 28.18 The relative interior of a subset C of R’ , denoted ri(C),
is the interior of C, as defined by considering C as a subset of its affine
hull.

Since a set consisting of a single point is its own affine hull, it is its own
relative interior.

Definition 28.19 A point x in a convex set C is said to be an extreme
point of C' if the set obtained by removing x from C' remains convex.

Said another way, € C'is an extreme point of C' if x cannot be written
as

z=(1—-a)y+az, (28.2)

for y,z # x and « € (0,1). For example, the point x = 1 is an extreme
point of the convex set C' = [0, 1]. Every point on the boundary of a sphere
in R’ is an extreme point of the sphere. The set of all extreme points of a
convex set is denoted Ext(C).

Definition 28.20 A non-zero vector d is said to be a direction of unbound-
edness of a convex set C' if, for all x in C and all v > 0, the vector x + vd
is in C'.

For example, if C'is the non-negative orthant in R”, then any non-negative
vector d is a direction of unboundedness.
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Definition 28.21 A wvector a is normal to a convex set C' at the point s
in C if

(a,e—s) <0, (28.3)
for all c in C.

Definition 28.22 Let C' be convexr and s in C. The normal cone to C at
s, denoted N (8), is the set of all vectors a that are normal to C' at s.

28.2.2 Orthogonal Projection onto Convex Sets

The following proposition is fundamental in the study of convexity and can
be found in most books on the subject; see, for example, the text by Goebel
and Reich [129].

Proposition 28.3 Given any nonempty closed convex set C' and an arbi-
trary vector x in R’, there is a unique member of C closest to x, denoted
Peox, the orthogonal (or metric) projection of x onto C.

Proof: If z is in C, then Pocx = z, so assume that x is not in C. Then
d > 0, where d is the distance from x to C. For each positive integer n,
select ¢, in C with ||z —cp|]2 < d+ 2, and ||z — ¢, |2 < ||z — ¢p—1]|2. Then
the sequence {c,} is bounded; let ¢* be any cluster point. It follows easily
that || — ¢*||]2 = d and that ¢* is in C. If there is any other member ¢
of C with ||z — ¢||]2 = d, then, by the Parallelogram Law, we would have
l|z — (¢* +¢)/2||2 < d, which is a contradiction. Therefore, ¢* is Poz. |

For example, if C = U, the unit ball, then Pox = z/||x||2, for all 2 such
that ||z|]2 > 1, and Pcxz = z otherwise. If C is R{, the nonnegative cone
of R7, consisting of all vectors = with x; > 0, for each j, then Pox = 24,
the vector whose entries are max (z;,0). For any closed, convex set C, the
distance from x to C is || — Poxl|.

If a nonempty set S is not convex, then the orthogonal projection of
a vector x onto S need not be well defined; there may be more than one
vector in S closest to z. In fact, it is known that a set S is convex if and
only if, for every  not in S, there is a unique point in S closest to x. Note
that there may well be some x for which there is a unique closest point in
S, but if S is not convex, then there must be at least one point without a
unique closest point in S.

Lemma 28.1 For H = H(a,~), z = Pyx is the vector
z=Pgx=x+ (y—{a,x))a. (28.4)

We shall use this fact in our discussion of the ART algorithm.
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For an arbitrary nonempty closed convex set C' in R’, the orthogonal
projection T = P¢ is a nonlinear operator, unless, of course, C' is a sub-
space. We may not be able to describe Pox explicitly, but we do know a
useful property of Pox.

Proposition 28.4 For a given x, a vector z in C is Pcx if and only if
(c—2z,z—x) >0, (28.5)

for all ¢ in the set C.

Proof: Let ¢ be arbitrary in C' and « in (0,1). Then

lle = Pex|f3 < ||z — (1 - a)Pex — acll; = ||z — Pex + a(Pex — o)|[3

= ||z — Poz||3 — 20z — Pox, ¢ — Pox) 4 o||Pox — c||3. (28.6)
Therefore,
—2a(x — Pox,c — Pox) + o?||Pox — c||3 > 0, (28.7)
so that
2(x — Pox,c — Pox) < af|Pox — c|f3. (28.8)

Taking the limit, as a« — 0, we conclude that
(¢ = Pox, Pcx — x) > 0. (28.9)
If z is a member of C that also has the property
(c—z,z—1x) >0, (28.10)
for all ¢ in C, then we have both
(z — Pox,Pcx —x) > 0, (28.11)
and
(z — Pox,xz—z) > 0. (28.12)
Adding on both sides of these two inequalities lead to
(z — Pox, Pcx — z) > 0. (28.13)
But,
(z — Pox, Pox — 2) = —||z — Pox||3, (28.14)

so it must be the case that z = Pox. This completes the proof. |
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28.3 Some Results on Projections

The characterization of the orthogonal projection operator Po given by
Proposition 28.4 has a number of important consequences.

Corollary 28.1 Let S be any subspace of R”. Then, for any = in R’ and
s in S, we have

(Psx —x,s) = 0. (28.15)

Proof: Since S is a subspace, s + Psz is again in S, for all s, as is c¢s, for
every scalar c. |

This corollary enables us to prove the Decomposition Theorem.

Theorem 28.1 Let S be any subspace of R’ and x any member of R”.
Then there are unique vectors s in S and u in S such that x = s+u. The
vector s is Psx and the vector u is Pgix.

Proof: For the given x we take s = Psx and u = ¢ — Pgx. Corollary 28.1
assures us that v is in S*. Now we need to show that this decomposition
is unique. To that end, suppose that we can write * = s1 + uq, with s1
in S and u; in S*. Then Proposition 28.4 tells us that, since s; — x is
orthogonal to every member of S, s; must be Psz. |

This theorem is often presented in a slightly different manner.

Theorem 28.2 Let A be a real I by J matriz. Then every vector b in R!
can be written uniquely as b = Az + w, where ATw = 0.

To derive Theorem 28.2 from Theorem 28.1, we simply let S = {Az|z €
R’7}. Then S+ is the set of all w such that ATw = 0. It follows that w is
the member of the null space of AT closest to b.

Here are additional consequences of Proposition 28.4.

Corollary 28.2 Let S be any subspace of R”, d a fized vector, and V the
linear manifold V=S +d = {v = s+d|s € S}, obtained by translating the
members of S by the vector d. Then, for every = in R’ and every v in V,
we have

(Pyxz —x,v — Pyx) =0. (28.16)

Proof: Since v and Pyx are in V, they have the form v = s + d, and
Pyx =35§+d, for some s and §in S. Then v — Pyx = s — §. |
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Corollary 28.3 Let H be the hyperplane H(a,v). Then, for every z, and
every h in H, we have

(Pgx — x,h — Pgx) = 0. (28.17)
Corollary 28.4 Let S be a subspace of R’. Then (S+)+ = S.

Proof: Every z in R’ has the form x = s + u, with s in S and » in S+.
Suppose z is in (S+)*. Then u = 0. |



Chapter 29

Appendix: Inner Product
Spaces

An inner product is a generalization of the dot product between two vec-
tors. An inner product space or pre-Hilbert space is a vector space on
which we have defined an inner product. Such spaces arise in many areas
of mathematics and provide a convenient setting for performing optimal
approximation.

29.1 Background

We begin by recalling the solution of the vibrating string problem and
Sturm-Liouville problems.

29.1.1 The Vibrating String

When we solve the problem of the vibrating string using the technique of
separation of variables, the differential equation involving the space variable
x, and assuming constant mass density, is

w?

() + Su() =0, (29.1)
which we can write as an eigenvalue problem
y"(z) + \y(z) = 0. (29.2)

The solutions to Equation (29.1) are

y(z) = asin (ga:)

c

275
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In the vibrating string problem, the string is fixed at both ends, z = 0 and
x = L, so that
¢(0,1) = ¢(L,1) =0,

for all ¢t. Therefore, we must have y(0) = y(L) = 0, so that the eigenfunc-

2
tion solution that corresponds to the eigenvalue \,, = (%) must have

the form o m
y(x) = Ay sin (737) = A,,sin (Tm>,

where w,, = *™, for any positive integer m. Therefore, the boundary
conditions limit the choices for the separation constant w.
We then discover that the eigenfunction solutions corresponding to dif-

ferent A\ are orthogonal, in the sense that

/OL sin (%x) sin (%x)dw =0,

for m # n.

29.1.2 The Sturm-Liouville Problem

The general form for the Sturm-Liouville Problem is

d

—(p@)y @) + Xu(@)y(x) = 0. (29.3)

As with the one-dimensional wave equation, boundary conditions, such as
y(a) = y(b) = 0, where a = —o0 and b = +oo are allowed, restrict the
possible eigenvalues A to an increasing sequence of positive numbers \,,.
The corresponding eigenfunctions y,, (z) will be w(z)-orthogonal, meaning
that

b
0:/ Ym (2)yn (x)w(x)dz,

for m # n. For various choices of w(z) and p(z) and various choices of a
and b, we obtain several famous sets of “orthogonal” functions.
Well known examples of Sturm-Liouville problems include

e Legendre:

e Chebyshev:



29.2. THE COMPLEX VECTOR DOT PRODUCT 277

e Hermite: p p
(e_xz—y) + )\e_””2y =0;
dx

and

e Laguerre:

% (me‘x%) + e Py =0.

Each of these examples involves an inner product space and an orthog-
onal basis for that space.

29.2 The Complex Vector Dot Product

An inner product is a generalization of the notion of the dot product be-
tween two complex vectors.

29.2.1 The Two-Dimensional Case

Let u = (a,b) and v = (¢, d) be two vectors in two-dimensional space. Let
u make the angle o > 0 with the positive z-axis and v the angle § > 0. Let
[lu|]| = Va? 4+ b? denote the length of the vector u. Then a = ||ul| cos «,

b = ||u||sina, ¢ = ||v||cosf and d = ||v||sinf. So u-v = ac+ bd =
[lul|||v|](cos acos 8 + sin asin 5 = ||u]| ||v]| cos(ae — ). Therefore, we have
u-v =||ul|||v]|cosb, (29.1)

where § = a — (3 is the angle between u and v. Cauchy’s inequality is
ju- vl < [[uf|[]v]],

with equality if and only if u and v are parallel. From Equation (29.1) we
know that the dot product u - v is zero if and only if the angle between
these two vectors is a right angle; we say then that u and v are mutually
orthogonal.

Cauchy’s inequality extends to complex vectors u and v:

N
u-v= Z UpUp, (29.2)
n=1

and Cauchy’s Inequality still holds.

Proof of Cauchy’s Inequality: To prove Cauchy’s inequality for the
complex vector dot product, we write u-v = |u- v|e??. Let t be a real
variable and consider

0<le”u—tv]]> = (e u—tv)- (e u—tv)
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= [Jul* = t{(e™ ) - v + v (e u)] + 2] |v]?
= [Jul* = t[(e™ ) - v + (=) - v] + 2] |v][?
= [Ju]|* = 2Re(te™" (u- v)) + ¢*[|v||?
= [[ul]? = 2Re(tlu - v]) + £[|v]|* = [[u]]* — 2tfu - v| + *[|v]]*.

This is a nonnegative quadratic polynomial in the variable ¢, so it can-
not have two distinct real roots. Therefore, the discriminant 4|u - v|? —
4][v|[*||u]> must be non-positive; that is, [u - v|*> < |Ju||?||v]|>. This is
Cauchy’s inequality.

A careful examination of the proof just presented shows that we did not
explicitly use the definition of the complex vector dot product, but only
some of its properties. This suggested to mathematicians the possibility of
abstracting these properties and using them to define a more general con-
cept, an inner product, between objects more general than complex vectors,
such as infinite sequences, random variables, and matrices. Such an inner
product can then be used to define the norm of these objects and thereby a
distance between such objects. Once we have an inner product defined, we
also have available the notions of orthogonality and best approximation.

29.2.2 Orthogonality

Consider the problem of writing the two-dimensional real vector (3, —2) as
a linear combination of the vectors (1,1) and (1,—1); that is, we want to
find constants a and b so that (3, —2) = a(1,1) 4+ b(1, —1). One way to do
this, of course, is to compare the components: 3 =a+ b and —2 = a — b;
we can then solve this simple system for the a and b. In higher dimensions
this way of doing it becomes harder, however. A second way is to make
use of the dot product and orthogonality.

The dot product of two vectors (z,y) and (w, z) in R? is (z,y) - (w,2) =
rzw—+yz. If the dot product is zero then the vectors are said to be orthogonal,
the two vectors (1,1) and (1, —1) are orthogonal. We take the dot product
of both sides of (3,-2) = a(1,1) + b(1,—1) with (1,1) to get

1=(3,-2)-(1,1) = a(1,1)-(1,1)+b(1, =1)-(1,1) = a(1,1)-(1,1)+0 = 2a,

so we see that a = % Similarly, taking the dot product of both sides with
(1,-1) gives

5= (3v 72) : (17 *1) = a(la 1) : (17 *1) + b(]-v *1) ’ (L 71) =20,

so b = 2. Therefore, (3,—-2) = 3(1,1) + 2(1,—1). The beauty of this
approach is that it does not get much harder as we go to higher dimensions.

Since the cosine of the angle 8 between vectors u and v is

cosf = u-v/|[ull[|v]],
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where [[u||? = u - u, the projection of vector v on to the line through the
origin parallel to u is
Proj,(v) = TV
v u-u

Therefore, the vector v can be written as
v = PI‘Oju(V) + (V - PI‘Oju(V)),

where the first term on the right is parallel to u and the second one is
orthogonal to u.

How do we find vectors that are mutually orthogonal? Suppose we
begin with (1,1). Take a second vector, say (1,2), that is not parallel to
(1,1) and write it as we did v earlier, that is, as a sum of two vectors,
one parallel to (1,1) and the second orthogonal to (1,1). The projection
of (1,2) onto the line parallel to (1,1) passing through the origin is

(1,1)- (1,2
(1,1)-(

) : )

—_
~— | —

L)=201=03)

SO

33 33 33 11
L2) = (2,24 ((1L,2) = (5,2) = (2, 2) + (==, 2).
(1L9)= G )+~ =2 +(5.3)
The vectors (—1, 1) = —1(1,—1) and, therefore, (1,—1) are then orthogo-

nal to (1,1). This approach is the basis for the Gram-Schmidt method for
constructing a set of mutually orthogonal vectors.

29.3 Generalizing the Dot Product: Inner
Products

The proof of Cauchy’s Inequality rests not on the actual definition of the
complex vector dot product, but rather on four of its most basic properties.
We use these properties to extend the concept of the complex vector dot
product to that of inner product. Later in this chapter we shall give several
examples of inner products, applied to a variety of mathematical objects,
including infinite sequences, functions, random variables, and matrices.
For now, let us denote our mathematical objects by u and v and the inner
product between them as (u,v). The objects will then be said to be
members of an inner-product space. We are interested in inner products
because they provide a notion of orthogonality, which is fundamental to
best approximation and optimal estimation.

29.3.1 Defining an Inner Product and Norm

The four basic properties that will serve to define an inner product are:
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e 1: (u,u) > 0, with equality if and only if u = 0;
o 2: (viu) = (u,v);

e 3: (u,v+w)=(u,v)+ (uw);

e 4: (cu,v) = ¢(u,v) for any complex number c.

The inner product is the basic ingredient in Hilbert space theory. Using
the inner product, we define the norm of u to be

[luf] = v/(u, u)
and the distance between u and v to be ||u — v||.

The Cauchy-Schwarz Inequality: Because these four properties were
all we needed to prove the Cauchy inequality for the complex vector dot
product, we obtain the same inequality whenever we have an inner product.
This more general inequality is the Cauchy-Schwarz Inequality:

[{u, V)| < V{a,w)\/(v,v)

or
[(w,v)[ <[lul[[lv]]

with equality if and only if there is a scalar ¢ such that v = cu. We say
that the vectors u and v are orthogonal if (u,v) = 0. We turn now to
some examples.

29.3.2 Some Examples of Inner Products

Here are several examples of inner products.

e Inner product of infinite sequences: Let u = {u,} and v = {v,, }
be infinite sequences of complex numbers. The inner product is then

(u,v) :Zunfn,
all = /> funl>.

The sums are assumed to be finite; the index of summation n is singly
or doubly infinite, depending on the context. The Cauchy-Schwarz
inequality says that

3wl < /S Jual? /3 Joal?

and
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e Inner product of functions: Now suppose that u = f(z) and
v = g(z). Then,

(u,v) = / f(@)g@)dz
and

u]| = / f (@) 2d.

The integrals are assumed to be finite; the limits of integration de-
pend on the support of the functions involved. The Cauchy-Schwarz
inequality now says that

| [ #algtods < V / |f<x>2dx\/ [ lata)2da.

e Inner product of random variables: Now suppose that u = X
and v =Y are random variables. Then,

(u,v) = B(XY)

and
[ull = VE(X?),
which is the standard deviation of X if the mean of X is zero. The

expected values are assumed to be finite. The Cauchy-Schwarz in-
equality now says that

|E(XY)| < VE(XP)VE(YP).

If E(X) = 0 and E(Y) = 0, the random variables X and Y are
orthogonal if and only if they are uncorrelated.

e Inner product of complex matrices: Now suppose that u = A
and v = B are complex matrices. Then,

(u,v) = trace(BTA)

[lu]| = 4/trace(ATA),

where the trace of a square matrix is the sum of the entries on the
main diagonal. As we shall see later, this inner product is simply the
complex vector dot product of the vectorized versions of the matrices
involved. The Cauchy-Schwarz inequality now says that

and

|trace(BTA)| < \/tracc(ATA)\/trace(BTB).
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e Weighted inner product of complex vectors: Let u and v be

complex vectors and let @ be a Hermitian positive-definite matrix;
that is, Q = @ and ufQu > 0 for all nonzero vectors u. The inner

product is then
(u,v) =viQu

[lu]| = VulQu.

We know from the eigenvector decomposition of @ that Q = CtC for
some matrix C'. Therefore, the inner product is simply the complex
vector dot product of the vectors C'u and Cv. The Cauchy-Schwarz
inequality says that

and

viQu| < v/utQuy/viQv.

Weighted inner product of functions: Now suppose that u =
f(x) and v = g(x) and w(z) > 0. Then define

and

[lul| = \// | f(z)]Pw(z)da.

The integrals are assumed to be finite; the limits of integration depend
on the support of the functions involved. This inner product is simply

the inner product of the functions f(x)/w(x) and g(z)+/w(x). The

Cauchy-Schwarz inequality now says that

| / f(@)g@)w(z)dz] < \/ / If(:c)IQw(:v)dw\/ / l9(a)[2w(z)d.

Once we have an inner product defined, we can speak about orthogonality
and best approximation. Important in that regard is the orthogonality
principle.

29.4 Best Approximation and the Orthogo-

nality Principle

Imagine that you are standing and looking down at the floor. The point
B on the floor that is closest to N, the tip of your nose, is the unique
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point on the floor such that the vector from B to any other point A on the
floor is perpendicular to the vector from N to B; that is, (BN, BA) = 0.
This is a simple illustration of the orthogonality principle. Whenever we
have an inner product defined we can speak of orthogonality and apply
the orthogonality principle to find best approximations. For notational
simplicity, we shall consider only real inner product spaces.

29.4.1 Best Approximation

Let u and v',...,v¥ be members of a real inner-product space. For all
choices of scalars ai,...,ay, we can compute the distance from u to the
member a;v' + ...ayv?. Then, we minimize this distance over all choices
of the scalars; let by, ..., by be this best choice.

The distance squared from u to a1v! + ...axv? is

[[u—(a1v' + ..anvV) > = (u— (a1 v + ..anv?),u — (a1v! + anvY)),

N N N
= [[ull? =200, > anv™) + > D anam(v'vT).
n=1

n=1m=1

Setting the partial derivative with respect to a,, equal to zero, we have
N
(u,v") = am (V"V").
m=1
With a = (ay,...,an)7,
d= (<u7 V1>7 sy <u7 VN>)T
and V the matrix with entries

an = <Vm7 Vn>7

we find that we must solve the system of equations Va = d. When the
vectors v’ are mutually orthogonal and each has norm equal to one, then
V =1, the identity matrix, and the desired vector a is simply d.

29.4.2 The Orthogonality Principle

The orthogonality principle provides another way to view the calculation
of the best approximation: let the best approximation of u be the vector

¥ =byvi+ bVl

Then
(u—9,v") = (u— (byv' + ..byvY),v?) =0,
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for n =1,2,..., N. This leads directly to the system of equations
d="Vb,

which, as we just saw, provides the optimal coefficients.
To see why the orthogonality principle is valid, fix a value of n and
consider the problem of minimizing the distance

l[u— (byv? + .onvY + av?)||

as a function of o. Writing the norm squared in terms of the inner product,
expanding the terms, and differentiating with respect to «, we find that
the minimum occurs when

a=(u—bhv+..byv v,

But we already know that the minimum occurs when o = 0. This completes
the proof of the orthogonality principle.

29.5 Gram-Schmidt Orthogonalization

We have seen that the best approximation is easily calculated if the vectors
v" are mutually orthogonal. But how do we get such a mutually orthogonal
set, in general? The Gram-Schmidt Orthogonalization Method is one way
to proceed.

Let {vl,...,v)V} be a linearly independent set of vectors in the space
RM where N < M. The Gram-Schmidt method uses the v" to create
an orthogonal basis {u!,...,u’V} for the span of the v". Begin by taking
u' =v!. For j=2,...,N, let

, Coul.v wlovio

w=v/ — Wul — = Wu] L (29.1)
One obvious problem with this approach is that the calculations become
increasingly complicated and lengthy as the j increases. In many of the
important examples of orthogonal functions that we study in connection
with Sturm-Liouville problems, there is a two-term recursive formula that
enables us to generate the next orthogonal function from the two previous
ones.
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Appendix:
Reconstruction from
Limited Data

The problem is to reconstruct a (possibly complex-valued) function f :
RP — C from finitely many measurements g,, n = 1,..., N, pertaining
to f. The function f(r) represents the physical object of interest, such
as the spatial distribution of acoustic energy in sonar, the distribution of
x-ray-attenuating material in transmission tomography, the distribution of
radionuclide in emission tomography, the sources of reflected radio waves
in radar, and so on. Often the reconstruction, or estimate, of the function
f takes the form of an image in two or three dimensions; for that reason,
we also speak of the problem as one of image reconstruction. The data
are obtained through measurements. Because there are only finitely many
measurements, the problem is highly under-determined and even noise-free
data are insufficient to specify a unique solution.

30.1 The Optimization Approach

One way to solve such under-determined problems is to replace f(r) with a
vector in C and to use the data to determine the N entries of this vector.
An alternative method is to model f(r) as a member of a family of linear
combinations of IV preselected basis functions of the multivariable r. Then
the data is used to determine the coefficients. This approach offers the
user the opportunity to incorporate prior information about f(r) in the
choice of the basis functions. Such finite-parameter models for f(r) can
be obtained through the use of the minimum-norm estimation procedure,

285
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as we shall see. More generally, we can associate a cost with each data-
consistent function of r, and then minimize the cost over all the potential
solutions to the problem. Using a norm as a cost function is one way to
proceed, but there are others. These optimization problems can often be
solved only through the use of discretization and iterative algorithms.

30.2 Introduction to Hilbert Space

In many applications the data are related linearly to f. To model the op-
erator that transforms f into the data vector, we need to select an ambient
space containing f. Typically, we choose a Hilbert space. The selection of
the inner product provides an opportunity to incorporate prior knowledge
about f into the reconstruction. The inner product induces a norm and
our reconstruction is that function, consistent with the data, for which this
norm is minimized. We shall illustrate the method using Fourier-transform
data and prior knowledge about the support of f and about its overall
shape.

Our problem, then, is to estimate a (possibly complex-valued) function
f(r) of D real variables r = (r1,...,7p) from finitely many measurements,
gn, n = 1,..., N. We shall assume, in this chapter, that these measurements
take the form

g = /S ) nmdr, (30.1)

where S denotes the support of the function f(r), which, in most cases, is
a bounded set. For the purpose of estimating, or reconstructing, f(r), it is
convenient to view Equation (30.1) in the context of a Hilbert space, and
to write

gn = <f7 hn>7 (302)
where the usual Hilbert space inner product is defined by
)z = [ R (30.3)
s

for functions f(r) and h(r) supported on the set S. Of course, for these
integrals to be defined, the functions must satisfy certain additional prop-
erties, but a more complete discussion of these issues is outside the scope
of this chapter. The Hilbert space so defined, denoted L?(S), consists
(essentially) of all functions f(r) for which the norm

£l = /S F(r)[2dr (30.4)

is finite.
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30.2.1 Minimum-Norm Solutions

Our estimation problem is highly under-determined; there are infinitely
many functions in L2(S) that are consistent with the data and might be the
right answer. Such under-determined problems are often solved by acting
conservatively, and selecting as the estimate that function consistent with
the data that has the smallest norm. At the same time, however, we often
have some prior information about f that we would like to incorporate in
the estimate. One way to achieve both of these goals is to select the norm
to incorporate prior information about f, and then to take as the estimate
of f the function consistent with the data, for which the chosen norm is
minimized.

The data vector g = (g1,...,gn)7 is in CV and the linear operator H
from L?(S) to OV takes f to g; so we write g = Hf. Associated with the
mapping H is its adjoint operator, H, going from CV to L2(S) and given,
for each vector a = (ay,...,an)", by

Hia(r) = arhi(r) + ... + anhy (7). (30.5)

The operator from CV to CV defined by HH' corresponds to an N by
N matrix, which we shall also denote by HH'. If the functions h,(r)
are linearly independent, then this matrix is positive-definite, therefore
invertible.

Given the data vector g, we can solve the system of linear equations

g=HHa (30.6)
for the vector a. Then the function
f(r) = HTa(r) (30.7)

is consistent with the measured data and is the function in L?(S) with the
smallest norm for which this is true. The function w(r) = f(r) — f(r) has
the property Hw = 0. It is easy to see that

1A113 = 113 + llwll3 (30.8)

The estimate f(?") is the minimum-norm solution, with respect to the
norm defined in Equation (30.4). If we change the norm on L?(S), or, equiv-
alently, the inner product, then the minimum-norm solution will change.

For any continuous linear operator 7 on L?(S), the adjoint operator,
denoted 71, is defined by

(Tfh)a = (f, T h)s. (30.9)

The adjoint operator will change when we change the inner product.
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30.3 A Class of Inner Products

Let 7 be a continuous, linear, and invertible operator on L?(S). Define
the 7 inner product to be

(= (T [, T h)a. (30.10)

We can then use this inner product to define the problem to be solved. We
now say that

9n = <f7tn>7a (30'11)

for known functions ¢"(r). Using the definition of the 7 inner product, we
find that

gn = ([, ") =(Tf, Th")T. (30.12)

The adjoint operator for 7, with respect to the 7-norm, is denoted 7*,
and is defined by

(Tf,h)r={fThT. (30.13)
Therefore,
gn = (£, T"Th")T. (30.14)
Lemma 30.1 . We have T*T =T7T".
Consequently, we have

gn = (f, TT'h")1. (30.15)

30.4 Minimum-7-Norm Solutions

The function f consistent with the data and having the smallest 7-norm
has the algebraic form

N
F=>anTTh™ (30.16)
m=1
Applying the T-inner product to both sides of Equation (30.16), we get

gn = (. TT'h")1 (30.17)

N
= an(TTh™, TTh")7. (30.18)
m=1
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Therefore,

N
gn =Y am(TTh™ TTh"),. (30.19)

m=1

We solve this system for the a,, and insert them into Equation (30.16)
to get our reconstruction. The Gram matrix that appears in Equation
(30.19) is positive-definite, but is often ill-conditioned; increasing the main
diagonal by a percent or so usually is sufficient regularization.

30.5 The Case of Fourier-Transform Data
To illustrate these minimum-7-norm solutions, we consider the case in

which the data are values of the Fourier transform of f. Specifically, sup-
pose that

In = /S fz)e "nda, (30.20)

for arbitrary values w,.

30.5.1 The L*(—n,w) Case

Assume that f(x) =0, for || > m. The minimum-2-norm solution has the
form

N
f@)=>" ame™n?, (30.21)
m=1
with
N T
Gn =Y am / iwm—wn) go. (30.22)
m=1 -

For the equi-spaced values w,, = n we find that a,, = g, and the minimum-
norm solution is

N
f@) =" gne™. (30.23)
n=1

30.5.2 The Over-Sampled Case

Suppose that f(z) = 0 for |z| > A, where 0 < A < w. Then we use
L?(—A, A) as the Hilbert space. For equi-spaced data at w, = n, we have

o= [ F@)ale)e " da, (30.24)
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so that the minimum-norm solution has the form

N
f(I) = XA(-I) Z ameimx? (3025)
m=1
with
N
sin A(m — n)
—2Yq, AT, 2
9n mz::lam r— (30.26)

The minimum-norm solution is support-limited to [—A, A] and consistent
with the Fourier-transform data.

30.5.3 Using a Prior Estimate of f
Suppose that f(x) =0 for |z| > 7 again, and that p(z) satisfies

0<e<p(r) <E<+oo, (30.27)

for all z in [—m, 7]. Define the operator T by (7 f)(z) = v/p(z)f(z). The
7-norm is then

T

(f.hyr= [ f(@)h(z)p(z) " dz. (30.28)

It follows that

b= [ Sy (3029)

so that the minimum 7 -norm solution is

N N
F@) =" amp(x)e™n® = p(x) Y ame™n”, (30.30)
m=1 m=1
where
N 7r
gn = Z am/ p(x)el@m=wn)e gy (30.31)
m=1 -

If we have prior knowledge about the support of f, or some idea of its shape,
we can incorporate that prior knowledge into the reconstruction through
the choice of p(x).

The reconstruction in Equation (30.30) was presented in [36], where it
was called the PDFT method. The PDFT was based on a non-iterative
version of the Gerchberg-Papoulis bandlimited extrapolation procedure,
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discussed earlier in [35]. The PDFT was then applied to image reconstruc-
tion problems in [37]. An application of the PDFT was presented in [40].
In [39] we extended the PDFT to a nonlinear version, the indirect PDFT
(IPDFT), that generalizes Burg’s maximum entropy spectrum estimation
method. The PDFT was applied to the phase problem in [42] and in [43]
both the PDFT and IPDFT were examined in the context of Wiener filter
approximation. More recent work on these topics is discussed in the book
[59].

When N, the number of data values, is not large, the PDFT can be
implemented in a straight-forward manner, by first calculating the matrix
P that appears in Equation (30.31), with entries

s

Pym= / p(x)el@n=wn)e gy
—T

solving Equation (30.31) for the coefficients a,,, and finally, inserting these

coefficients in Equation (30.30). When N is large, calculating the entries

of the matrix P can be an expensive step. Since, in such cases, solving

the system in Equation (30.31) will probably be done iteratively, it makes

sense to consider an iterative alternative to the PDFT that avoids the use
of the matrix P. This is the discrete PDFT (DPDFT).

The Discrete PDFT (DPDFT)

The PDFT uses the estimate f(z) of f(z), consistent with the data, that
has the minimum weighted norm

| Vi@ s

—T

The discrete PDFT (DPDFT) replaces the functions f(z) and p(z) with
finite vectors f = (f1,..., f7)T and p = (p1,...,ps)T, for some J > N; for
example, we could have f; = f(x;) for some sample points z; in (—m,m).
The vector p must have positive entries. The integrals that appear in
Equation (30.20) are replaced by sums

J
gn=>_ fiBn;; (30.32)
j=1

for example, we could use E, ; = exp(—iw,z;). Now our estimate is the
solution of the system g = E f for which the weighted norm

J
oI5t
=1
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is minimized. To obtain this minimum-weighted-norm solution, we can use
the ART algorithm.

The ART will give the minimum-norm solution of Au = v if we begin
the iteration at u® = 0. To obtain the solution with minimum weighted

norm
J
> eyt
=1

we replace u; with ujpj_l/Z, and A, ; with An,jp;/z, and then apply the
ART.



Chapter 31

Appendix: Compressed
Sensing

One area that has attracted much attention lately is compressed sensing or
compressed sampling (CS) [103]. For applications such as medical imaging,
CS may provide a means of reducing radiation dosage to the patient without
sacrificing image quality. An important aspect of CS is finding sparse
solutions of under-determined systems of linear equations, which can often
be accomplished by one-norm minimization. Perhaps the best reference to
date on CS is [29].

31.1 Compressed Sensing

The objective in CS is exploit sparseness to reconstruct a vector f in R’
from relatively few linear functional measurements [103].

Let U = {u',u?,...,u’} and V = {v!',v?,...,v’} be two orthonormal
bases for R”, with all members of R’ represented as column vectors. For
i=1,2,...,J, let

o i
pi = max {]{u, )}

and ,
p(U, V) = max ;.

We know from Cauchy’s Inequality that
[(u',07)| < 1,

and from Parseval’s Equation
J
>l v = [luf|? = 1.
j=1
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Therefore, we have
1
— <u(U,V)<1.
77 S w(U, V)
The quantity u(U, V) is the coherence measure of the two bases; the closer
w(U,V) is to the lower bound of %], the more incoherent the two bases
are.
Let f be a fixed member of R’; we expand f in the V basis as

f= 210" + 290% + o+ IJUJ.
We say that the coefficient vector © = (1, ...,xs) is S-sparse if S is the
number of non-zero ;.
If S is small, most of the x; are zero, but since we do not know which
ones these are, we would have to compute all the linear functional values

Tj= <f’vj>

to recover f exactly. In fact, the smaller S is, the harder it would be to
learn anything from randomly selected z;, since most would be zero. The
idea in CS is to obtain measurements of f with members of a different
orthonormal basis, which we call the U basis. If the members of U are very
much like the members of V', then nothing is gained. But, if the members of
U are quite unlike the members of V', then each inner product measurement

yi = (fu') = [T’

should tell us something about f. If the two bases are sufficiently inco-
herent, then relatively few y; values should tell us quite a bit about f.
Specifically, we have the following result due to Candés and Romberg [64]:
suppose the coefficient vector = for representing f in the V' basis is S-sparse.
Select uniformly randomly M < J members of the U basis and compute
the measurements y; = (f,u’). Then, if M is sufficiently large, it is highly
probable that z = x also solves the problem of minimizing the one-norm

[2]l1 = |21] + |22 + - + [24],

subject to the conditions

yi = (g,a") = g"u',

for those M randomly selected u’, where

g = zlvl —|—2'2112 =+ ... —|—sz".

The smaller p(U,V) is, the smaller the M is permitted to be without
reducing the probability of perfect reconstruction.
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31.2 Sparse Solutions

Suppose that A is a real M by N matrix, with M < N, and that the linear
system Az = b has infinitely many solutions. For any vector x, we define
the support of = to be the subset S of {1,2,..., N} consisting of those n
for which the entries x, # 0. For any under-determined system Ax = b,
there will, of course, be at least one solution of minimum support, that is,
for which |S|, the size of the support set S, is minimum. However, finding
such a maximally sparse solution requires combinatorial optimization, and
is known to be computationally difficult. It is important, therefore, to have
a computationally tractable method for finding maximally sparse solutions.

31.2.1 Maximally Sparse Solutions

Consider the problem FPy: among all solutions x of the consistent system
b = Az, find one, call it &, that is maximally sparse, that is, has the
minimum number of non-zero entries. Obviously, there will be at least
one such solution having minimal support, but finding one, however, is a
combinatorial optimization problem and is generally NP-hard.

31.2.2 Minimum One-Norm Solutions

Instead, we can seek a minimum one-norm solution, that is, solve the
problem P;: minimize

N
][y =) |zal,
n=1

subject to Az = b. Problem P, can be formulated as a linear programming
problem, so is more easily solved. The big questions are: when does P;
have a unique solution, and when is it &7 The problem P; will have a
unique solution if and only if A is such that the one-norm satisfies

12[lx < |12 + ol

for all non-zero v in the null space of A.

31.2.3 Why the One-Norm?

When a system of linear equations Ax = b is under-determined, we can
find the minimum-two-norm solution that minimizes the square of the two-
norm,

N
lle]3 =) 23,

n=1
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subject to Az = b. One drawback to this approach is that the two-norm
penalizes relatively large values of z,, much more than the smaller ones,
so tends to provide non-sparse solutions. Alternatively, we may seek the
solution for which the one-norm,

N
llls =Y laal,
n=1

is minimized. The one-norm still penalizes relatively large entries x,, more
than the smaller ones, but much less than the two-norm does. As a result,
it often happens that the minimum one-norm solution actually solves P,
as well.

31.2.4 Comparison with the PDFT

The PDFT approach to solving the under-determined system Ax = b is to
select weights w,, > 0 and then to find the solution & that minimizes the
weighted two-norm given by

N
Z \xn|2wn
n=1

Our intention is to select weights w,, so that w, ! is reasonably close to
|#,,|; consider, therefore, what happens when w,,! = |#,|. We claim that &
is also a minimum-one-norm solution.

To see why this is true, note that, for any x, we have

Therefore,

n=1 n=1 n=1
N . 2 N N
X ~ ~
<\ el = X
n=1 n n=1 n=1

Therefore, Z also minimizes the one-norm.
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31.2.5 Iterative Reweighting

We want each weight w,, to be a good prior estimate of the reciprocal of
|Z,,|. Because we do not yet know &, we may take a sequential-optimization
approach, beginning with weights w? > 0, finding the PDFT solution using
these weights, then using this PDFT solution to get a (we hope!) a better
choice for the weights, and so on. This sequential approach was successfully
implemented in the early 1980’s by Michael Fiddy and his students [118].

In [66], the same approach is taken, but with respect to the one-norm.
Since the one-norm still penalizes larger values disproportionately, balance
can be achieved by minimizing a weighted-one-norm, with weights close to
the reciprocals of the |,|. Again, not yet knowing &, they employ a sequen-
tial approach, using the previous minimum-weighted-one-norm solution to
obtain the new set of weights for the next minimization. At each step of
the sequential procedure, the previous reconstruction is used to estimate
the true support of the desired solution.

It is interesting to note that an on-going debate among users of the
PDFT has been the nature of the prior weighting. Does w,, approximate
|| or |x,|?? This is close to the issue treated in [66], the use of a weight
in the minimum-one-norm approach.

It should be noted again that finding a sparse solution is not usually
the goal in the use of the PDFT, but the use of the weights has much the
same effect as using the one-norm to find sparse solutions: to the extent
that the weights approximate the entries of z, their use reduces the penalty
associated with the larger entries of an estimated solution.

31.3 Why Sparseness?

One obvious reason for wanting sparse solutions of Az = b is that we have
prior knowledge that the desired solution is sparse. Such a problem arises
in signal analysis from Fourier-transform data. In other cases, such as in
the reconstruction of locally constant signals, it is not the signal itself, but
its discrete derivative, that is sparse.

31.3.1 Signal Analysis

Suppose that our signal f(t) is known to consist of a small number of
complex exponentials, so that f(¢) has the form

J
f(6) =2 ajeit,
j=1

for some small number of frequencies w; in the interval [0,27). For n =
0,1,...,N —1, let f,, = f(n), and let f be the N-vector with entries f,;



298 CHAPTER 31. APPENDIX: COMPRESSED SENSING

we assume that J is much smaller than N. The discrete (vector) Fourier
transform of f is the vector f having the entries

1 N-1
fk: _ fneQ‘n'ikn/N’
g

fork=0,1,..., N—1; we write f = FEf, where E is the N by N matrix with
entries Ey, = iNeQ”k"/ N_ If N is large enough, we may safely assume
that each of the w; is equal to one of the frequencies 2mik and that the
vector f is J-sparse. The question now is: How many values of f(n) do we
need to calculate in order to be sure that we can recapture f(t) exactly?

We have the following theorem [65]:

Theorem 31.1 Let N be prime. Let S be any subset of {0,1,.... N — 1}

with |S| > 2J. Then the Uectorf can be uniquely determined from the
measurements frn, for n in S.

We know that
f=E"},
where ET is the conjugate transpose of the matrix E. The point here is
that, for any matrix R obtained from the identity matrix I by deleting
N —|S| rows, we can recover the vector f from the measurements Rf.

If N is not prime, then the assertion of the theorem may not hold, since
we can have n = 0mod N, without n = 0. However, the assertion remains
valid for most sets of J frequencies and most subsets .S of indices; therefore,
with high probability, we can recover the vector f from Rf.

Note that the matrix E is unitary, that is, E'E = I, and, equivalently,
the columns of E form an orthonormal basis for CV. The data vector is

b=Rf=RE'f.

In this example, the vector f is not sparse, but can be represented sparsely
in a particular orthonormal basis, namely as f = Ef f , using a sparse vector
f of coefficients. The representing basis then consists of the columns of the
matrix ET. The measurements pertaining to the vector f are the values
fn, for n in S. Since f,, can be viewed as the inner product of f with §",
the nth column of the identity matrix I, that is,

fn = (8", 1),

the columns of I provide the so-called sampling basis. With A = RE' and
x = f, we then have
Ax = b,

with the vector x sparse. It is important for what follows to note that the
matrix A is random, in the sense that we choose which rows of I to use to
form R.
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31.3.2 Locally Constant Signals

Suppose now that the function f(¢) is locally constant, consisting of some
number of horizontal lines. We discretize the function f(t) to get the
vector f = (f(0), f(1),..., f(IN))T. The discrete derivative vector is g =
(91,92, -, gn) T, with

gn = f(n) = f(n—1).

Since f(t) is locally constant, the vector g is sparse. The data we will have
will not typically be values f(n). The goal will be to recover f from M
linear functional values pertaining to f, where M is much smaller than N.
We shall assume, from now on, that we have measured, or can estimate,
the value f(0).

Our M by 1 data vector d consists of measurements pertaining to the
vector f:

N
dm = Z Hmnfna

n=0

for m =1,..., M, where the H,,, are known. We can then write

d = 1(0)( ZN: Hon ) + i (

n=0 k=1 j

N
Hmj)gk-
=k

Since f(0) is known, we can write

N N
by = dyy — f(O)(Z Hmn) =" Auign,
n=0 k=1
where N
Amk - Z Hmj-
=k

The problem is then to find a sparse solution of Ax = g. As in the previous
example, we often have the freedom to select the linear functions, that is,
the values H,,,, so the matrix A can be viewed as random.

31.3.3 Tomographic Imaging

The reconstruction of tomographic images is an important aspect of med-
ical diagnosis, and one that combines aspects of both of the previous ex-
amples. The data one obtains from the scanning process can often be
interpreted as values of the Fourier transform of the desired image; this is
precisely the case in magnetic-resonance imaging, and approximately true
for x-ray transmission tomography, positron-emission tomography (PET)
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and single-photon emission tomography (SPECT). The images one encoun-
ters in medical diagnosis are often approximately locally constant, so the
associated array of discrete partial derivatives will be sparse. If this sparse
derivative array can be recovered from relatively few Fourier-transform val-
ues, then the scanning time can be reduced.

We turn now to the more general problem of compressed sampling.

31.4 Compressed Sampling

Our goal is to recover the vector f = (fi, ..., fa)T from M linear functional
values of f, where M is much less than N. In general, this is not possible
without prior information about the vector f. In compressed sampling,
the prior information concerns the sparseness of either f itself, or another
vector linearly related to f.

Let U and V be unitary N by N matrices, so that the column vectors
of both U and V form orthonormal bases for C. We shall refer to the
bases associated with U and V' as the sampling basis and the representing
basis, respectively. The first objective is to find a unitary matrix V' so that
f =Vuaz, where zx is sparse. Then we want to find a second unitary matrix
U such that, when an M by N matrix R is obtained from U by deleting
rows, the sparse vector x can be determined from the data b = RVx = Ax.
Theorems in compressed sensing describe properties of the matrices U and
V such that, when R is obtained from U by a random selection of the rows
of U, the vector z will be uniquely determined, with high probability, as
the unique solution that minimizes the one-norm.
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Appendix: The BLUE
and The Kalman Filter

In most signal- and image-processing applications the measured data in-
cludes (or may include) a signal component we want and unwanted com-
ponents called noise. Estimation involves determining the precise nature
and strength of the signal component; deciding if that strength is zero or
not is detection.

Noise often appears as an additive term, which we then try to remove. If
we knew precisely the noisy part added to each data value we would simply
subtract it; of course, we never have such information. How then do we
remove something when we don’t know what it is? Statistics provides a
way out.

The basic idea in statistics is to use procedures that perform well on
average, when applied to a class of problems. The procedures are built
using properties of that class, usually involving probabilistic notions, and
are evaluated by examining how they would have performed had they been
applied to every problem in the class. To use such methods to remove
additive noise, we need a description of the class of noises we expect to
encounter, not specific values of the noise component in any one particular
instance. We also need some idea about what signal components look like.
In this chapter we discuss solving this noise removal problem using the best
linear unbiased estimation (BLUE). We begin with the simplest case and
then proceed to discuss increasingly complex scenarios.

An important application of the BLUE is in Kalman filtering. The
connection between the BLUE and Kalman filtering is best understood by
considering the case of the BLUE with a prior estimate of the signal com-
ponent, and mastering the various matrix manipulations that are involved
in this problem. These calculations then carry over, almost unchanged, to

301
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the Kalman filtering.

Kalman filtering is usually presented in the context of estimating a
sequence of vectors evolving in time. Kalman filtering for image processing
is derived by analogy with the temporal case, with certain parts of the
image considered to be in the “past” of a fixed pixel.

32.1 The Simplest Case

Suppose our data is z; = ¢+ vj, for j = 1,...,J, where c is an unknown
constant to be estimated and the v; are additive noise. We assume that
E(vj) = 0, E(v;Tg) = 0 for j # k, and E(|v;|*) = o3. So, the additive
noises are assumed to have mean zero and to be independent (or at least

uncorrelated). In order to estimate ¢, we adopt the following rules:

1. The estimate ¢ is linear in the data z = (21, ..., 25)T; that is, ¢ = k'z,
for some vector k = (ky, ..., ks)7.

2. The estimate is unbiased; that is F(¢) = ¢. This means ijl k; =1.

3. The estimate is best in the sense that it minimizes the expected error
squared; that is, F(|é — c|?) is minimized.
The resulting vector k is calculated to be

J

ki = 01_2/(2 0;2)7

j=1

and the BLUE estimator of ¢ is then

J
e=Y 20,7/ ;).
i=1

j=1

32.2 A More General Case

Suppose now that our data vector is z = Hx + v. Here, x is an unknown
vector whose value is to be estimated, the random vector v is additive
noise whose mean is E(v) = 0 and whose known covariance matrix is
Q = E(vv'), not necessarily diagonal, and the known matrix H is .J by N,
with J > N. Now we seek an estimate of the vector x. We now use the
following rules:

1. The estimate x must have the form X = KTz, where the matrix K is to
be determined.
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2. The estimate is unbiased; that is, E(x) = x.

3. The K is determined as the minimizer of the expected squared error;
that is, once again we minimize E(|]x — x/|?).

Exercise 32.1 Show that for the estimator to be unbiased we need K1H =
1, the identity matriz.

Exercise 32.2 Show that
E(|%x —x[?) = trace KTQK.
Hints: Write the left side as
E(trace ((x — x)(x — x)1)).
Also use the fact that the trace and expected-value operations commute.

The problem then is to minimize trace KTQK subject to the constraint
equation KTH = I. We solve this problem using a technique known as
prewhitening.

Since the noise covariance matrix @ is Hermitian and nonnegative def-
inite, we have Q = UDUT, where the columns of U are the (mutually
orthogonal) eigenvectors of Q and D is a diagonal matrix whose diago-
nal entries are the (necessarily nonnegative) eigenvalues of @); therefore,
UtU = I. We call C = UD'Y2U' the Hermitian square root of Q, since
Ct = C and C? = Q. We assume that Q is invertible, so that C is also.
Given the system of equations

z=Hx+v,
as before, we obtain a new system
y=Gx+w

by multiplying both sides by C~! = Q~1/2; here, G = C~'H and w =
C~'v. The new noise correlation matrix is

E(ww!)=C"'QC~t =1,

so the new noise is white. For this reason the step of multiplying by C~!
is called prewhitening.
With J = CK and M = C~'H, we have

K'QK = J'J
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and
K'H=J'M.
Our problem then is to minimize trace JtJ, subject to JtM = I.
Let L = LT = (MTM)~! and let f(.J) be the function
f(J) = trace[(JT — LTM")(J — ML)].

The minimum value of f(J) is zero, which occurs when J = ML. Note
that this choice for J has the property JIM = I. So, minimizing f(J)
is equivalent to minimizing f(J) subject to the constraint JTM = I and
both problems have the solution J = M L. But minimizing f(J) subject to
JYM = I is equivalent to minimizing trace J'.J subject to JTM = I, which
is our original problem. Therefore, the optimal choice for J is J = M L.
Consequently, the optimal choice for K is

K=Q 'HL=Q 'HMH'Q'H) !,
and the BLUE estimate of x is
xpryp =%x=Klz=(H'Q'H) 'H'Q 'z

The simplest case can be obtained from this more general formula by taking
N=1,H=(,1,.,)T and x =c.

Note that if the noise is white, that is, Q = 02I, thenx = (H H) ' H'z,
which is the least-squares solution of the equation z = Hx. The effect of
requiring that the estimate be unbiased is that, in this case, we simply
ignore the presence of the noise and calculate the least squares solution of
the noise-free equation z = Hx.

The BLUE estimator involves nested inversion, making it difficult to
calculate, especially for large matrices. In the exercise that follows, we
discover an approximation of the BLUE that is easier to calculate.

Exercise 32.3 Show that for e > 0 we have
(H'Q'H+e)'H'Q ' = HI(HHT + Q)™ . (32.1)

Hint: Use the identity
H'Q Y (HH' 4+ €Q) = (H'Q™'H + eI)H'.

It follows from Equation (32.1) that

xpLuE = lim HY(HH + eQ) 2. (32.2)
Therefore, we can get an approximation of the BLUE estimate by selecting
€ > 0 near zero, solving the system of linear equations

(HH" + eQ)a =1z

for a and taking x = H'a.
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32.3 Some Useful Matrix Identities

In the exercise that follows we consider several matrix identities that are
useful in developing the Kalman filter.

Exercise 32.4 Establish the following identities, assuming that all the
products and inverses involved are defined:

CDA'B(C™'-DA'B)y ' =(C'-DA'B)™! - C; (32.3)
(A-BCD) '=A"1'4+A'B(C'-DA'B)"'DA™; (32.4)
A'B(C™' —=DA™'B)™' = (A - BCD) 'BC; (32.5)

(A-BCD)™' = (I +GD)A™, (32.6)
for
G=A"'B(C!'-DA'B).
Hints: To get Equation (32.3) use
C(C'-DA'B)=1-CDA'B.

For the second identity, multiply both sides of Equation (32.4) on the left
by A—BCD and at the appropriate step use Equation (32.3). For Equation
(32.5) show that

BC(C™' -~ DA 'B)=B—-BCDA'B=(A—-BCD)A™'B.

For Equation (32.6), substitute what G is and use Equation (32.4).

32.4 The BLUE with a Prior Estimate

In Kalman filtering we have the situation in which we want to estimate
an unknown vector x given measurements z = Hx + v, but also given a
prior estimate y of x. It is the case there that E(y) = E(x), so we write
y = x + w, with w independent of both x and v and E(w) = 0. The
covariance matrix for w we denote by E(ww') = R. We now require that
the estimate x be linear in both z and y; that is, the estimate has the form

x =C'z + Dly,
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for matrices C' and D to be determined.
The approach is to apply the BLUE to the combined system of linear
equations
z=Hx+v and

y=X+W.

In matrix language this combined system becomes u = Jx + n, with u? =
[z7 yT], JT = [HT IT], and nT = [v? wT]. The noise covariance matrix

becomes
_|Q 0
P= {O R} ’

The BLUE estimate is KTu, with KtJ = I. Minimizing the variance, we
find that the optimal KT is

Kt =Jp=ty-tyip-t
The optimal estimate is then
%=(H'Q'H+R ) "H'Q 'z+Ry).

Therefore,
C'=(HQ'H+R Y)Y 1HIQ!

and
Dl =(H'Q'H+R ) 'R™L

Using the matrix identities in Equations (32.4) and (32.5) we can rewrite
this estimate in the more useful form

x=y+ G(z— Hy),
for
G=RH'(Q+HRH")™. (32.7)

The covariance matrix of the optimal estimator is KTPK, which can be
written as

K'PK =(R'+H'Q*H)™! = (I - GH)R.

In the context of the Kalman filter, R is the covariance of the prior estimate
of the current state, G is the Kalman gain matrix, and KTPK is the pos-
terior covariance of the current state. The algorithm proceeds recursively
from one state to the next in time.
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32.5 Adaptive BLUE

We have assumed so far that we know the covariance matrix @ corre-
sponding to the measurement noise. If we do not, then we may attempt
to estimate @ from the measurements themselves; such methods are called
noise-adaptive. To illustrate, let the innovations vector be e = z — Hy.
Then the covariance matrix of e is § = HRH' + ). Having obtained an
estimate S of S from the data, we use S—HRH' in place of @ in Equation
(32.7).

32.6 The Kalman Filter

So far in this chapter we have focused on the filtering problem: given the
data vector z, estimate x, assuming that z consists of noisy measurements
of Hx; that is, z = Hx + v. An important extension of this problem is
that of stochastic prediction. Shortly, we discuss the Kalman-filter method
for solving this more general problem. One area in which prediction plays
an important role is the tracking of moving targets, such as ballistic mis-
siles, using radar. The range to the target, its angle of elevation, and its
azimuthal angle are all functions of time governed by linear differential
equations. The state vector of the system at time ¢ might then be a vec-
tor with nine components, the three functions just mentioned, along with
their first and second derivatives. In theory, if we knew the initial state
perfectly and our differential equations model of the physics was perfect,
that would be enough to determine the future states. In practice neither
of these is true, and we need to assist the differential equation by taking
radar measurements of the state at various times. The problem then is to
estimate the state at time ¢t using both the measurements taken prior to
time ¢ and the estimate based on the physics.

When such tracking is performed digitally, the functions of time are
replaced by discrete sequences. Let the state vector at time kAt be de-
noted by xi, for k an integer and At > 0. Then, with the derivatives in
the differential equation approximated by divided differences, the physical
model for the evolution of the system in time becomes

X = Ag—1Xp—1 + my_1.

The matrix Ax_1, which we assume is known, is obtained from the differen-
tial equation, which may have nonconstant coefficients, as well as from the
divided difference approximations to the derivatives. The random vector
sequence my_; represents the error in the physical model due to the dis-
cretization and necessary simplification inherent in the original differential
equation itself. We assume that the expected value of my is zero for each
k. The covariance matrix is E(mkm,t) = Mj.
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At time kAt we have the measurements
zr = Hpxp + vy,

where Hj is a known matrix describing the nature of the linear measure-
ments of the state vector and the random vector vj, is the noise in these
measurements. We assume that the mean value of v is zero for each k.
The covariance matrix is E(V;gv,t) = Q. We assume that the initial state
vector xq is arbitrary.

Given an unbiased estimate xj;_; of the state vector xj_1, our prior
estimate of x; based solely on the physics is

Vi = Ag—1Xp—1.

Exercise 32.5 Show that E(y, — xi) = 0, so the prior estimate of Xy, is
unbiased. We can then write yy = xj + wy, with E(wy) = 0.

32.7 Kalman Filtering and the BLUE

The Kalman filter [156, 125, 82] is a recursive algorithm to estimate the
state vector x; at time kAt as a linear combination of the vectors z; and
yi. The estimate X, will have the form

X, = Clzy, + Dlyy, (32.8)

for matrices C and Dy, to be determined. As we shall see, this estimate
can also be written as

Xk = yi + Gr(zr — Hiyr), (32.9)

which shows that the estimate involves a prior prediction step, the yy,
followed by a correction step, in which Hyyy is compared to the measured
data vector zj; such estimation methods are sometimes called predictor-
corrector methods.

In our discussion of the BLUE, we saw how to incorporate a prior
estimate of the vector to be estimated. The trick was to form a larger
matrix equation and then to apply the BLUE to that system. The Kalman
filter does just that.

The correction step in the Kalman filter uses the BLUE to solve the
combined linear system

z, = Hpxp + vy,

and
Yk = Xi + Wg.
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The covariance matrix of X;_1 — x;_1 is denoted by Py_;, and we let
Qr = E(Wkwl). The covariance matrix of y; — x;, is

cov(yr — Xg) = R = My_1 + Ak—1Pk—1A£,1-

It follows from our earlier discussion of the BLUE that the estimate of xy,
is
Xp = yr + Gr(ze — Hyy),

with
Gy, = R H}(Qr + HyRiHJ) ™.

Then, the covariance matrix of X — xy, is
P, = (I — Gy Hy)Ry.

The recursive procedure is to go from Px_; and My_1 to Ry, then to G,
from which Xj is formed, and finally to Py, which, along with the known
matrix My, provides the input to the next step. The time-consuming part
of this recursive algorithm is the matrix inversion in the calculation of Gy.
Simpler versions of the algorithm are based on the assumption that the
matrices @)y are diagonal, or on the convergence of the matrices G to a
limiting matrix G [82].

There are many variants of the Kalman filter, corresponding to varia-
tions in the physical model, as well as in the statistical assumptions. The
differential equation may be nonlinear, so that the matrices A; depend on
xk. The system noise sequence {wy} and the measurement noise sequence
{vi} may be correlated. For computational convenience the various func-
tions that describe the state may be treated separately. The model may
include known external inputs to drive the differential system, as in the
tracking of spacecraft capable of firing booster rockets. Finally, the noise
covariance matrices may not be known a priori and adaptive filtering may
be needed. We discuss this last issue briefly in the next section.

32.8 Adaptive Kalman Filtering

As in [82] we consider only the case in which the covariance matrix Qy, of the
measurement noise vy is unknown. As we saw in the discussion of adaptive
BLUE, the covariance matrix of the innovations vector e; = z — Hyyy is

S, = HkRng + Q.
Once we have an estimate for Si, we estimate @ using

Qi = Sp — Hy Ry H;.
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We might assume that Sj is independent of k£ and estimate S = S using
past and present innovations; for example, we could use

k
- 1
S=1—9 > (z; — Hyy;)(z; — Hyy;)'.
i=1



Chapter 33

Appendix: The BLUE
and the Least Squares
Estimators

33.1 Difficulties with the BLUE

As we saw in the previous chapter, the best linear unbiased estimate of x,
given the observed vector z = Hx + v, is

xpLop = (H'Q 'H) 'H'Q 'z, (33.1)

where @ is the invertible covariance matrix of the mean zero noise vector
v and H is a J by N matrix with J > N and HT H invertible. Even if we
know @ exactly, the double inversion in Equation (33.1) makes it difficult
to calculate the BLUE estimate, especially for large vectors z. It is often
the case in practice that we do not know () precisely and must estimate
or model it. Because good approximations of ) do not necessarily lead
to good approximations of Q~!, the calculation of the BLUE is further
complicated. For these reasons one may decide to use the least squares
estimate

x5 = (H'H) 'H'z (33.2)

instead. We are therefore led to consider when the two estimation methods
produce the same answers; that is, when we have

(H'H) 'H' = (HIQ 'H)"'H'Q . (33.3)

In this chapter we state and prove a theorem that answers this question.
The proof relies on the results of several exercises, useful in themselves,
that involve basic facts of linear algebra.
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33.2 Preliminaries from Linear Algebra

We begin with some definitions. Let S be a subspace of finite-dimensional
Euclidean space R’ and Q a J by J Hermitian matrix. We denote by Q(S)
the set

Q(S) = {t|thereexistss € Switht = Qs}

and by Q1(S) the set
Q7'(S) = {u|Qu e S}.

Note that the set Q71(9) is defined whether or not @ is invertible.
We denote by S+ the set of vectors u that are orthogonal to every
member of S; that is,

L = {u|u's = 0, foreverys € S}.

Let H be a J by N matrix. Then CS(H), the column space of H, is the
subspace of R’ consisting of all the linear combinations of the columns
of H. The null space of Hf, denoted NS(HT), is the subspace of R’
containing all the vectors w for which Hfw = 0.

Exercise 33.1 Show that CS(H)* = NS(H').

Hint: If v € CS(H)*, then vi Hx = 0 for all %, including x = Hv.
Exercise 33.2 Show that CS(H)N NS(H') = {0}.

Hint: If y = Hx € NS(HT) consider ||y||?> = y'y.

Exercise 33.3 Let S be any subspace of R”. Show that if Q is invertible
and Q(S) = S then Q=1(9) = S.

Hint: If Qt = Qs then t =s.

Exercise 33.4 Let Q be Hermitian. Show that Q(S)* = Q71(St) for
every subspace S. If Q is also invertible then Q~1(S ) = Q( ). Find an
example of a non-invertible Q for which Q=1 (S)* and Q(S*) are different.
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We assume, for the remainder of this chapter, that ) is Hermitian and
invertible and that the matrix HTH is invertible. Note that the matrix
H'Q~'H need not be invertible under these assumptions. We shall denote
by S an arbitrary subspace of R”.

Exercise 33.5 Show that Q(S) = S if and only if Q(S+) = S+.

Hint: Use Exercise 33.4.

Exercise 33.6 Show that if Q(CS(H)) = CS(H) then H'Q™'H is in-
vertible.

Hint: Show that HTQ 'Hx = 0 if and only if x = 0. Recall that
Q 'Hx € CS(H), by Exercise 33.4. Then use Exercise 33.2.

33.3 When are the BLUE and the LS Esti-
mator the Same?

We are looking for conditions on @ and H that imply Equation (33.3),
which we rewrite as

H' = (H'Q'H)H'H)'H'Q (33.4)

or

HTx=0

for all x, where
T=1-Q 'HH'H)'HIQ.

In other words, we want Tx € NS(HT) for all x. The theorem is the
following:

Theorem 33.1 We have Tx € NS(H') for allx if and only if Q(CS(H)) =
CS(H).

An equivalent form of this theorem was proven by Anderson in [4]; he
attributes a portion of the proof to Magness and McQuire [178]. The proof
we give here is due to Kheifets [158] and is much simpler than Anderson’s
proof. The proof of the theorem is simplified somewhat by first establishing
the result in the next exercise.
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Exercise 33.7 Show that if Equation (33.4) holds, then the matriz HT Q™' H
1s invertible.

Hints: Recall that we have assumed that CS(HT) = R’ when we assumed
that HTH is invertible. From equation (33.4) it follows that CS(HTQ 1 H) =
R7.

The Proof of Theorem 33.1: Assume first that Q(CS(H)) = CS(H),
which, as we now know, also implies Q(NS(HT)) = NS(H'), as well as
Q Y CS(H)) = CS(H), Q"Y(NS(H')) = NS(H'), and the invertibility
of the matrix HTQ~'H. Every x € R’ has the form x = Ha+w, for some
aand w € NS(HT). We show that Tx = w, so that Tx € NS(HT) for all
x. We have
Tx =THa+Tw =
x—Q 'HH'H)'H'QHa— Q'HH'H)'H'Qw.

We know that QHa = Hb for some b, so that Ha = Q- 'Hb. We also
know that Qw = v € NS(H'), so that w = Q~'v. Then, continuing our
calculations, we have

Tx=x—-—Q 'Hb—-0=x— Ha=w,

so Tx € NS(HT).

Conversely, suppose now that Tx € NS(HT) for all x, which, as we
have seen, is equivalent to Equation (33.4). We show that Q= }(NS(HT) =
NS(HT). First, let v e Q71 (NS(HT)); we show v € NS(HT). We have

Hiv = (H'Q 'H)(H'H) *H'Qv,

which is zero, since HTQv = 0. So, we have shown that Q= (NS(HT)) C
NS(HT). To complete the proof, we take an arbitrary member v of NS(HT)
and show that v is in Q=Y (NS(HT)); that is, Qv € NS(H'). We know
that Qv = Ha + w, for w € NS(H'), and

a=(H'H)"'H'Qv,
so that
Ha=H(H'H)"'H'Qv.
Then, using Exercise 33.7, we have
Qv=HH'H'HIQv+w

=HHQ'H) 'H'Q 'Qv+w

—HH'Q 'H) 'Hiv+w=w.
So Qv = w, which is in NS(HT). This completes the proof. |



Chapter 34

Appendix: Linear
Inequalities

Most books on linear algebra devote considerable space to the problem of
solving a consistent or inconsistent system of linear equations, say Az = b.
Problems involving linear inequalities, such as solving Ax > b, attract
less attention, although such problems play a crucial role in linear pro-
gramming. The term linear programming (LP) refers to the problem of
optimizing a linear function of several variables over linear equality or in-
equality constraints. Such problems arise in many areas of applications. It
is common, in applications, for A to be quite large, necessitating the use
of an iterative algorithm to solve the problem. Dantzig’s Simplex Method
(see [62]) is the best known iterative method for solving LP problems.

Later in this chapter we shall present David Gale’s proof of his strong
duality theorem in linear programming ([123]). His proof makes use of a
theorem concerning linear inequalities known as a

Theorem 34.1 of the alternative. For that reason, we begin with a dis-
cussion of these types of theorems.

34.1 Theorems of the Alternative

34.1.1 A Theorem of the Alternative

The following theorem is a good illustration of a type of theorem known as
Theorems of the Alternative. These theorems assert that precisely one of
two problems will have a solution. The proof illustrates how we should go
about proving such theorems.

Theorem 34.2 (Gale I)[123] Precisely one of the following is true:
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o (1) there is x such that Az =b;

e (2) there isy such that ATy =0 and b7y = 1.

Proof: First, we show that it is not possible for both to be true at the same
time. Suppose that Az = b and ATy = 0. Then by = 27 ATy = 0, so that
we cannot have b7y = 1. By Theorem 28.1, the fundamental decomposition
theorem from linear algebra, we know that, for any b, there are unique x
and w with ATw = 0 such that b = Az + w. Clearly, b = Az if and
only if w = 0. Also, b7y = w’y. Therefore, if alternative (1) does not
hold, we must have w non-zero, in which case ATy = 0 and "y = 1, for
y = w/||w||?, so alternative (2) holds.

In this section we consider several other theorems of this type.

34.1.2 More Theorems of the Alternative

Theorem 34.3 (Farkas’ Lemma)[112] Precisely one of the following is
true:

e (1) there is x > 0 such that Az = b;

e (2) there isy such that ATy >0 and b7y < 0.

Proof: We can restate the lemma as follows: there is a vector y with
ATy > 0 and bTy < 0 if and only if b is not a member of the convex set
C = {Az|x > 0}. If b is not in C, which is closed and convex, then, by the
Separation Theorem (see [62], there is a non-zero vector a and real o with

a’b < a<alAz = (ATa)Tz,

for all z > 0. Since (ATa)Tx is bounded below, as  runs over all non-
negative vectors, it follows that A”a > 0. Choosing « = 0, we have « < 0.
Then let y = a. Conversely, if Az = b does have a non-negative solution =,
then ATy > 0 implies that 0 < y7 Az = y"b > 0. |

The next theorem can be obtained from Farkas’ Lemma.
Theorem 34.4 (Gale II)[123] Precisely one of the following is true:
e (1) there is x such that Ax <b;

e (2) there isy > 0 such that ATy =0 and bTy < 0.

Proof: First, if both are true, then 0 < y7'(b — Az) = y'b — 0 = yT'b,
which is a contradiction. Now assume that (2) does not hold. Therefore,
for every y > 0 with ATy = 0, we have b7y > 0. Let B=[A b]. Then the

system BTy = [0 -1 ]T has no non-negative solution. Applying Farkas’
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Lemma, we find that there is a vector w = [z ~]7 with Bw > 0 and
[0 —1]w < 0. So, Az+~b>0and v > 0. Let z = —%z to get Ax < b,
so that (1) holds. |

Theorem 34.5 (Gordan)[131] Precisely one of the following is true:
o (1) there is x such that Az < 0;

e (2) thereisy >0, y # 0, such that ATy = 0.

Proof: First, if both are true, then 0 < —y? Az = 0, which cannot be
true. Now assume that there is no non-zero y > 0 with ATy = 0. Then,
with e = (1,1,...,1)T, C = [A e], and d = (0,0,...,0,1)T, there is no
non-negative solution of C7y = d. From Farkas’ Lemma we then know
that there is a vector z = [u v]”, with Cz = Au+ e > 0, and d”z < 0.
Then Az < 0 for z = —u. |

Here are several more theorems of the alternative.

Theorem 34.6 (Stiemke I)[221] Precisely one of the following is true:
e (1) there is x such that Ax <0 and Az # 0;

e (2) there isy > 0 such that ATy = 0.

Theorem 34.7 (Stiemke IT)[221] Let ¢ be a fized non-zero vector. Pre-
cisely one of the following is true:

e (1) there is = such that Az < 0 and ¢’z > 0 and not both Ax = 0
and ¢z = 0;

e (2) there isy > 0 such that ATy = c.

Theorem 34.8 (Gale III)[123] Let ¢ be a fized non-zero vector. Pre-
cisely one of the following is true:

e (1) there is x > 0 such that Az > 0 and cTr<0;

e (2) there isy > 0 such that ATy < c.

Proof: First, note that we cannot have both true at the same time, since
we would then have

0<zl(c—ATy) =cTz — (Azx)Ty < T,

which is a contradiction. Now suppose that (2) does not hold. Then there
is no w > 0 such that
[AT Tlw=c



318 CHAPTER 34. APPENDIX: LINEAR INEQUALITIES

By Farkas’ Lemma (Theorem 34.3), it follows that there is  with

A
1=

and ¢’z < 0. Therefore, Az > 0, Iz = 2 > 0, and ¢’z < 0; therefore, (1)
holds.

Theorem 34.9 (Von Neumann)[235] Precisely one of the following is
true:

e (1) there is x > 0 such that Az > 0;

o (2) there isy >0, y # 0, such that ATy <0.
Proof: If both were true, then we would have
0 < (Az)Ty = 2T(ATy),

so that ATy < 0 would be false. Now suppose that (2) does not hold.
Then there is no y > 0, y # 0, with ATy < 0. Consequently, there is no
y >0, y # 0, such that

[_AUTT} y= [_AUTTyy} < [_OJ

where v = (1,1, ...,1). By Theorem 34.8, there is

[
(0%

such that

and
[0 —1]z=[0 —1] [ﬂ =—a<0.

Therefore, & > 0 and (Ax); — a > 0 for each i, and so Az > 0 and (1)
holds. i

Theorem 34.10 (Tucker)[227] Precisely one of the following is true:
e (1) there is © > 0 such that Az >0, Az #0;

e (2) there is y > 0 such that ATy <0.
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34.1.3 Another Proof of Farkas’ Lemma

In the previous section, we proved Farkas’ Lemma, Theorem 34.3, using
the Separation Theorem, the proof of which, in turn, depended here on
the existence of the orthogonal projection onto any closed convex set. It is
possible to prove Farkas’ Lemma directly, along the lines of Gale [123].

Suppose that Az = b has no non-negative solution. If, indeed, it has
no solution whatsoever, then b = Az + w, where w # 0 and ATw = 0.
Then we take y = —w/||w||?. So suppose that Az = b does have solutions,
but not any non-negative ones. The approach is to use induction on the
number of columns of the matrix involved in the lemma.

If A has only one column, denoted a', then Az = b can be written as

ria' = b.

Assuming that there are no non-negative solutions, it must follow that
1 < 0. We take y = —b. Then

BTy = ~bb = —[pl|* <0,

while

ATy = (a")"(-b) = ;bTb > 0.
1

Now assume that the lemma holds whenever the involved matrix has no
more than m — 1 columns. We show the same is true for m columns.

If there is no non-negative solution of the system Ax = b, then clearly
there are no non-negative real numbers x1, o, ..., £, 1 such that

z1at + zoa? + ...+ Tpp_1a™ L = b,

where a’ denotes the jth column of the matrix A. By the induction hy-
pothesis, there must be a vector v with

(a?)Tv >0,

for j =1,...,m —1, and bTv < 0. If it happens that (a™)Tv > 0 also, then
we are done. If, on the other hand, we have (a™)Tv < 0, then let

= (aj)Tam — (am)Taj, j=1..,m—1,

and
d= (b"v)a™ — ((a™)Tv)b.

Then there are no non-negative real numbers 21, ..., 2,1 such that

et 4 20 oz =, (34.1)
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since, otherwise, it would follow from simple calculations that

s (132 5 @) 0] = 7)o 3 5@ el =,
Jj=1 j=1

Close inspection of this shows all the coeflicients to be non-negative, which
implies that the system Ax = b has a non-negative solution, contrary to
our assumption. It follows, therefore, that there can be no non-negative
solution to the system in Equation (34.1).

By the induction hypothesis, it follows that there is a vector u such that

(A'u>0,5=1,...,m—1,

and
d"u < 0.

Now let
y = ((@™)"uw)v = ((a™) " v)u.

We can easily verify that

(aj)Ty = (cj)Tu >0,7=1,...m—1,

by =du <0,
and
@™y =0,
so that
ATy >0,
and
by <0

This completes the proof.

34.2 Linear Programming

We begin with an example.

34.2.1 An Example

Consider the problem of maximizing the function f(z1,22) = x1 + 22,
over all z; > 0 and x5 > 0, for which the inequalities

21 + 22 <40,
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and
2x1 + x9 < 60

are satisfied. The set of points satisfying all four inequalities is the quadri-
lateral with vertices (0,0), (30,0), (20,20), and (0,40); draw a picture.
Since the level curves of the function f are straight lines, the maximum
value must occur at one of these vertices; in fact, it occurs at (0,40) and
the maximum value of f over the constraint set is 80. Rewriting the prob-
lem as minimizing the function —x; — 2x4, subject to &1 > 0, x5 > 0,

—I1 — T2 Z —40,

and
—2x1 — 2 > —60,

the problem is now in what is called primal canonical form.

34.2.2 Canonical and Standard Forms
Let b and ¢ be fixed vectors and A a fixed matrix. The problem
minimize z = ¢! x, subject to Az > b,z > 0 (PC) (34.2)

is the so-called primary problem of LP, in canonical form. The dual problem
in canonical form is

maximize w = b”y, subject to ATy < ¢,y > 0. (DC) (34.3)
The primary problem, in standard form, is
minimize z = ¢’ 2, subject to Az = b,z > 0 (PS) (34.4)
with the dual problem in standard form given by
maximize w = b’ y, subject to ATy < ¢. (DS) (34.5)

Notice that the dual problem in standard form does not require that y be
nonnegative. Note also that the standard problems make sense only if the
system Ax = b is under-determined and has infinitely many solutions. For
that reason, we shall assume, for the standard problems, that the I by J
matrix A has more columns than rows, so J > I, and has full row rank.

If we are given the primary problem in canonical form, we can convert
it to standard form by augmenting the variables, that is, by defining

fori=1,...,1, and rewriting Ax > b as

Az =b, (34.7)
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for A=[A —I]and i = [zTuT]T.

If we are given the primary problem in standard form, we can convert
it to canonical form by writing the equations as inequalities, that is, by
replacing Az = b with the two matrix inequalities Az > b, and (—A)x >
—b.

34.2.3 Weak Duality

Consider the problems (PS) and (DS). Say that x is feasible if z > 0 and
Ax = b. Let F be the set of feasible z. Say that y is feasible if ATy < c.
The Weak Duality Theorem is the following:

Theorem 34.11 Let x and y be feasible vectors. Then

z=clz>bTy =w. (34.8)

Corollary 34.1 If z is not bounded below, then there are no feasible y.

Corollary 34.2 If x and y are both feasible, and z = w, then both x and
y are optimal for their respective problems.

The proof of the theorem and its corollaries are left as exercises.
The nonnegative quantity ¢’z — b7y is called the duality gap. The
complementary slackness condition says that, for optimal x and y, we have

zj(c; — (ATy);) =0, (34.9)

for each j, which says that the duality gap is zero. Primal-dual algorithms
for solving linear programming problems are based on finding sequences
{z*} and {y*} that drive the duality gap down to zero [187].

34.2.4 Strong Duality

The Strong Duality Theorems make a stronger statement. The following
theorems are well known examples.

Theorem 34.12 If one of the problems (PS) or (DS) has an optimal so-
lution, then so does the other and z = w for the optimal vectors.

Theorem 34.13 Gale’s Strong Duality Theorem/123] If both prob-
lems (PC) and (DC) have feasible solutions, then both have optimal solu-
tions and the optimal values are equal.
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Proof: We show that there are non-negative vectors x and y such that
Ax > b, ATy < ¢, and bTy — Tz > 0. Tt will then follow that z = ¢Ta =
bTy = w, so that = and y are both optimal. In matrix notation, we want
to find x > 0 and y > 0 such that

b

A 0
0 —AT [x] > | —c|. (34.10)
_T pT Y 0

We assume that there are no x > 0 and y > 0 for which the inequalities
in (34.10) hold. Then, according to Theorem 34.8, there are non-negative
vectors s and ¢, and non-negative scalar p such that

AT $
[‘3 31 _Cb} t| >0 (34.11)
p
and
S
[-b7 T 0] |t] <o (34.12)
o

Note that p cannot be zero, for then we would have ATs < 0 and
At > 0. Taking feasible vectors = and y, we would find that s” Az < 0,
which implies that bTs < 0, and tTATy > 0, which implies that cT't > 0.
Therefore, we could not also have ¢7t — bTs < 0.

Writing out the inequalities, we have

pctt > sT At > sT(pb) = ps™b.
Using p > 0, we find that
Tt > st,

which is a contradiction. Therefore, there do exist x > 0 and y > 0 such
that Az > b, ATy < ¢, and b7y — cTx > 0. |

In his book [123] Gale uses his strong duality theorem to obtain a proof
of the min-max theorem in game theory (see [62]).
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Chapter 35

Appendix: Normal
Matrices

In this appendix we present a proof of the following theorem.

Theorem 35.1 For a linear operator T on a finite-dimensional complex
inner-product space V' there is an orthonormal basis of eigenvectors if and
only if T is normal.

We saw previously that if V' has an orthonormal basis of eigenvectors
of T, then T is a normal operator. We need to prove the converse: if T is
normal, then V' has an orthonormal basis consisting of eigenvectors of T'.

A subspace W of V is said to be T-invariant if Tw is in W whenever
w is in W. For any T-invariant subspace W, the restriction of T' to W,
denoted Tyy, is a linear operator on W.

For any subspace W, the orthogonal complement of W is the space
Wt = {v){w,v) = 0,forallw € W}.

Proposition 35.1 Let W be a T-invariant subspace of V.. Then
e (a) if T is self-adjoint, so is Ty ;

(b) W is T*-invariant;

(¢) if W is both T- and T*-invariant, then (Tw)* = (T*)w;

(d) if W is both T- and T*-invariant, and T is normal, then Ty 1is
normal.

(e) if T is normal and Tx = \x, then T*x = \x.

Exercise 35.1 Prove Proposition (35.1).
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Proof of Theorem 35.1 The proof is by induction on the dimension of
the inner-product space V. To begin with, let NV = 1, so that V is simply
the span of some unit vector x. Then any linear operator 1" on V has
Tz = Az, for some A, and the set {z} is an orthonormal basis for V.

Now suppose that the theorem is true for every inner-product space of
dimension NV — 1. We know that every linear operator T on V has at least
one eigenvector, say z', since its characteristic polynomial has at least one
distinct eigenvalue A; in C. Take z! to be a unit vector. Let W be the
span of the vector ', and W+ the orthogonal complement of W. Since
Tx' = M\iz' and T is normal, we know that T*z! = X\z!. Therefore, both
W and W+ are T- and T*-invariant. Therefore, T} . is normal on W+,
By the induction hypothesis, we know that W+ has an orthonormal basis
consisting of N — 1 eigenvectors of Ty, and, therefore, of T. Augmenting
this set with the original ', we get an orthonormal basis for all of V. |

Corollary 35.1 A self-adjoint linear operator T on a finite-dimensional
complex inner-product space V' has an orthonormal basis of eigenvectors.

Corollary 35.2 Let T be a linear operator on a finite-dimensional real
inner-product space V. Then V has an orthonormal basis consisting of
eigenvectors of T if and only if T is self-adjoint.

Proving the existence of the orthonormal basis uses essentially the same
argument as the induction proof given earlier. The eigenvalues of a self-
adjoint linear operator T on a finite-dimensional complex inner-product
space are real numbers. If T be a linear operator on a finite-dimensional real
inner-product space V and V has an orthonormal basis U = {u?,...,u"}
consisting of eigenvectors of T', then we have

n n N *, M
Tu™ = Mu”™ = Mu” =T u",

so, since T' = T™ on each member of the basis, these operators are the same
everywhere, so T'=T" and T is self-adjoint.

We close with an example of a real 2 by 2 matrix A with ATA = AAT,
but with no eigenvectors in R2. Take 0 < § < m and A to be the matrix

sinf cos6 (35.1)

A— {cos@ —sin@} .
This matrix represents rotation through an angle of  in R?. Its transpose
represents rotation through the angle —#. These operations obviously can
be done in either order, so the matrix A is normal. But there is no non-zero
vector in R? that is an eigenvector. Clearly, A is not symmetric.
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