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ABSTRACT

The goal of scientific computation is the construction of quantitatively verifiable models of the
natural world. Scientific computation intertwines mathematics, algorithm formulation, software
and hardware engineering with domain-specific knowledge from the physical, life, or social sci-
ences. It is the fusion of these disciplines that imparts a distinct identity to scientific computing,
and mathematical concepts must be complemented by practical modeling considerations to
achieve successful computational simulation.

Human interpretation of the complexity of the natural world has historically led to parallel
developments in formulation of abstract concepts, construction of models, and use of computa-
tional aids. This is the case on the long time span from prehistoric formulation of the abstract
concept of a number and use of tally sticks, to current efforts based on quantum mechanics
and superconducting qubit electronics. A dichtomy arises between the formulation of math-
ematical concepts asserted purely by reason and practicable predictions of the natural world.
The conflicting approaches are reconciled by modeling and approximation. Domain sciences
such as physics, biology, or sociology construct the relevant models. Comparison of model pre-
dictions to observation can sometimes be carried out through devices as simple as Galileo's
inclined plane. The much higher complexity of models of airplane flight, or cancer progres-
sion, or activity on social media requires different tools, paradigmatically represented by the
modern digital computer. In this more complex setting, scientific computing is instrumental in
extracting verifiable predictions from models.

Central to computational prediction is the idea of approximation: finding a simple mathemat-
ical representation of some complex model of reality. Archimedes approximated the area of a
parabolic segment by that an increasing number of inscribed triangles. Nowadays meteorolog-
ical observations are input to a digital computer to predict future rainfall. The weather model
implemented on the computer contains numerous approximations. Remarkably, both models
rely on the same technique of additive approximation: summation of successive corrections to
obtain increased accuracy.

One of the goals of this textbook is to highlight how computational methods arise as expres-
sions of just a few approximation approaches. Additive corrections underlie many methods
ranging from interpolation to numerical integration, and benefit from a remarkably complete
theoretical framework within linear algebra. Alternatively, successive function composition is a
distinct approximation idea, with a theoretical framework that is not yet complete, and whose
expression leads to the burgeoning field of "machine learning”. The process by which a specific
approximation approach leads to different types of algorithms is a unifying theme of the pre-
sentation, and hopefully not only illuminates well-known algorithms, but also serves as a guide
to future research.
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The presentation of topics and ideas is at the graduate level of study, but with a focus on uni-
fying ideas rather than detailed techniques. Much of traditional numerical methods and some
associated analysis is presented and seen to be related to real analysis and linear algebra. The
same theoretical framework can be extended to probability spaces and account for random phe-
nomena. The nonlinear approach to approximation that characterizes artificial neural networks
requires a different conceptual framework which has yet to be crystallized. Though numerical
methods are prevalent in scientific computation, this text also considers alternatives that should
be part of a computational scientist's toolkit such as symbolic, topological, and geometric com-
putation.

Scientific computing is not a theoretical exercise, and successful simulation relies on acquiring
the skill set to implement mathematical concepts and approximation techniques into efficient
code. This text intersperses method presentation and implementation, mostly in the Julia lan-
guage. An associated electronic version of his textbook uses the TeXmacs scientific editing
platform to enable live documents with embedded computational examples, allowing imme-
diate experimentation with the presented algorithms.
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LECTURE 1: NUMBER APPROXIMATION

1. Numbers

1.1. Number sets

Most scientific disciplines introduce an idea of the amount of some entity or property of interest. Furthermore,
the amount is usually combined with the concept of a number, an abstraction of the observation that the two sets
A={Mary, Jane, Tom} and B={apple, plum, cherry} seem quite different, but we can match one distinct person to
one distinct fruit as in {Mary<>plum, Jane<>apple, Tom«>cherry}. In contrast, we cannot do the same matching
of distinct persons to a distinct color from the set {red, green}, and one of the colors must be shared between two
persons. Formal definition of the concept of a number from the above observations is surprisingly difficult since it
would be self-referential due to the apperance of the numbers “one” and “two”. Leaving this aside, the key concept
is that of quantity of some property of interest that is expressed through a number.

Several types of numbers have been introduced in mathematics to express different types of quantities, and the
following will be used throughout this text:

N. The set of natural numbers, N={0,1,2,3,...}, infinite and countable, N, ={1,2,3,...};

Z. The set of integers, Z={0,+1,+2,+3,...}, infinite and countable;

Q. The set of rational numbers Q ={p/q, p€Z,g€IN,}, infinite and countable;

R. The set of real numbers, infinite, not countable, can be ordered;

C. The set of complex numbers, C={x+ iy, x, y €R}, infinite, not countable, cannot be ordered.

These sets of numbers form a hierarchy, with NcZcQ cR<C. The size of a set of numbers is an important aspect
of its utility in describing natural phenomena. The set S={Mary,Jane, Tom} has three elements, and its size is
defined by the cardinal number, |S|=3. The sets N,Z,Q,R,C have an infinite number of elements, but the relation

[ -n/2 for neven
" | (n+1)/2 fornodd

defines a one-to-one correspondence between n€IN and z€Z, so these sets are of the same size denoted by the
transfinite number X, (aleph-zero). The rationals can also be placed into a one-to-one correspondence with IN, hence

INI=Z]=1Q|=%o.

In contrast there is no one-to-one mapping of the reals to the naturals, and the cardinality of the reals is |[R|=¢
(Fraktur-script c). Georg Cantor established set theory and introduced a proof technique known as the diagonal
argument to show that ¢=2%. Intuitively, there are exponentially more reals than naturals.

1.2. Quantification

One of the foundations of the scientific method is quantification, ascribing numbers to phenomena of interest. To
exemplify the utility of different types of number to describe natural phenomena, consider common salt (sodium
chloride, Fig. 1) which has the chemical formula NaCl with the sodium ions (Na*) and chloride ions (CI") spatially
organized in a cubic lattice, with an edge length a=5.6402 A (1 A = 107" m) between atoms of the same type. Setting
the origin of a Cartesian coordinate system Oxyz at a sodium atom, the position of some atom within the lattice is
.a .a  a
(x,y,z) = (13,15,/(5).

Sodium atoms are found positions where i+ j + k is even, while chloride atoms are found at positions where i+ j+ k
is odd. The Cartesian coordinates (x,y,z) describe some arbitrary position in space, which is conceptualized as a
continuum and placed into one-to-one correspondence with R3. A particular lattice position can be specified simply
through a label consisting of three integers (J, j, k) €Z3. The position can be recovered through a scaling operation

(iajak)a

Nl

(x.y,2)=
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and the number a/2 €R that modifies the length scale from 1to a/2, it is called a scalar.

Chloride ions Sodium ions
(Na*)

Sodium Chloride Crystal

Figure 1. Left: Polycrystalline sodium chloride. Right: Cubic lattice structure of a single sodium chloride crystal

1.3. Computer number sets

A computer has a finite amount of memory, hence cannot represent all numbers, but rather subsets of the above
number sets. Current digital computers internally use numbers represented through binary digits, or bits. Many
computer number types are defined for specific purposes, and are often encountered in applications such as image
representation or digital data acquisition. Here are the main types.

Subsets of N. The number types uint8, uint16, uint32, uint64 represent subsets of the natural numbers
(unsigned integers) using 8, 16, 32, 64 bits respectively. An unsigned integer with b bits can store a natural
number in the range from 0 to 261, Two arbitrary natural numbers, written as Vi, j€IN can be added and
will give another natural number, k=i+ j€IN. In contrast, addition of computer unsigned integers is only
defined within the specific range 0 to 22~ 1. If k>2b -1, the result might be displayed as the maximum
possible value or as k mod 2°.

| . 1=UInt8(15); j=UInt8(10); k=i+j |

25
| . i=UInt8(150); j=UInt8(200); k=i+j; [k i+j mod(350,256)] |

[94 94 94] (1)

| . i=UInt8(150); j=UInt8(200); k=i-j; [k i-j mod(-56,256)] |

[ 206 206 206 ] )

| . typeof(i-j) |

UInt8

Subsets of Z. The number types int8, int16, int32, int64 represent subsets of the integers. One bit is used
to store the sign of the number, so the subset of Z that can be represented is from 1- 2b-Tto 2b-1_1,

. i=Int8(15); j=Int8(21); k=i+j

36
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| . i=Int8(100); j=Int8(101); k=i+j; [k i+j mod(201,128)-128] |

[ =55 -55 =55 ] ©)
| . typeof(k) |
Int8
| . [typemin(Int8) typemax(Int8)] |
[ -128 127 ] (4)

Subsets of Q,R,C. Computers approximate the real numbers through the set I[F of floating point numbers.
Floating point numbers that use b =32 bits are known as single precision, while those that use b =64 are
double precision. A floating point number x €[F is stored internally as x =+.B1B,...B, x 2thibabe  here B;,

i=1,...,m are bits within the mantissa of length m, and b;, j=1,..., e are bits within the exponent, along

with signs + for each. The default number type is usually double precision, more concisely referred to

Float64. Common irrational constants such as e, 7 are predefined as irrationals and casting to Float64

or Float32 gives floating point approximation. Unicode notation is recognized. Specification of a decimal

point indicates a floating point number; its absence indicates an integer.

| C.oopi |

T

| . typeof(pi) |

Irrational{:m}

| . [Float32(pi) Float64(pi) Float64(m)] |

[ 3.1415927410125732 3.141592653589793 3.141592653589793 | (5)

| . a=2.3; b=2; c=3.; [typeof(a) typeof(b) typeof(c)] |

DataType[Float64 Int64 Float6s]

The approximation of the reals R by the floats [F is characterized by: floatmax(), the largest float, floatmin
the smallest positive float, and eps() known as machine epsilon. Machine epsilon highlights the differences
between floating point and real numbers since it may be informally defined as the smallest number of form
€=2€[F that satisfies 1+€e# 1. If £€R of course 1+&=1implies £=0, but floating points exhibit “granularity”,
in the sense that over a unit interval there are small steps that are indistinguishable from zero due to the
finite number of bits available for a float leading to 1+ €/2 being indistiguishable from 1, and the apparently
endless loop shown below actually terminates.

. eps=1.0;
" while (1.0+0.5%eps != 1.0)
global eps;
eps=0.5*eps;
end
. eps

2.220446049250313 e- 16

The granularity of double precision expressed by machine epsilon is sufficient to represent natural phe-
nomena, and floating point errors can usually be kept under control,
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| . [floatmin(Float32) floatmax(Float32) eps(Float32)] |

[ 1.1754944 ¢ - 38 3.4028235€38 1.1920929e-7 ] (6)

| . [floatmin(Float64) floatmax(Float64) eps(Float64)] |

[ 2.2250738585072014 e - 308 1.7976931348623157 308 2.220446049250313e-16 | (7)

Keep in mind that perfect accuracy is a mathematical abstraction, not encountered in nature. In fields
such as sociology or psychology 3 digits of accuracy are excellent, in mechanical engineering this might

increase to 6 digits, or in electronic engineering to 8 digits. The most precisely known physical constant is
the Rydberg constant known to 12 digits, hence a mathematical statement such as

X =2.6309283450461248350319486319845
is unlikely to have any real significance, while
Xx=2.631+0.0005
is much more informative.
Within the reals certain operations are undefined such as 1/0. Special float constants are defined to handle

such situations: Inf is a float meant to represent infinity, and NaN (“not a number”) is meant to represent
an undefinable result of an arithmetic operation.

| - [1/0 -1.0/0.0 1/Inf -1/Inf Inf/Inf] |

[0 —c0 0.0 0.0 NaN ] ®)

Complex numbers z€C are specified by two reals, in Cartesian form as z=x +iy, x,y €R or in polar form as
z=pe p,O€ER, p=0. The computer type complex is similarly defined from two floats and the additional
constant | is defined to represent /=1 =i=e"2% Functions are available to obtain the real and imaginary
parts within the Cartesian form, or the absolute value and argument of the polar form.

| cooz1=1+1im; z2=1-im; [z1+z2 z1/z2] |

[ 2.0+0.0i -0.0+1.0i ] ©)

| . [real(z1l) real(z2) real(zl+z2) real(z1/z2)] |

[1.0 1.0 2.0 -0.0 ] (10)

| oo [imag(z1) imag(z2) imag(z1+z2) imag(z1/z2)] |

[1.0 -1.0 0.0 1.0] (11)

| . [abs(z1) abs(z2) abs(z1+z2) abs(z1/z2)] |

[ 1.4142135623730951 1.4142135623730951 2.0 1.0 ] (12)

| .. [angle(z1) angle(z2) angle(z1+z2) angle(z1/z2)] |

[ 0.7853981633974483 -0.7853981633974483 0.0 1.5707963267948966 | (13)
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Number

Complex{T<:Real}

Integer

Biglnt Bool

Intl6 |

AbstractFloat [ Irrational{sym}

Rational{T<:Integer}

BigFloat Float16 Float32 Flom64 Signed

/ N\

Int32 Int64 J

Unsigned

NS

Ulnt128 } Ulnt16 ‘ Ulnt32 J

Int128

Int8 |

Ulnt64 ‘

Figure 2. Hierarchy of number types in the Julia language.

2. Approximation

2.1. Axiom of floating point arithmetic

The reals R form an algebraic structure known as a field (R, +,-). The set of floats together with floating point
addition and multiplication are denoted as (IF, ®,®). Operations with floats do not have the same properties as the
reals, but are assumed to have a relative error bounded by machine epsilon

e RICE L N C)!

where fl(x) €[F is the floating point representation of x€R. The above is restated

flx)efl(y)=(x=y) (1+¢),lel<€,

and accepted as an axiom for use in error analysis involving floating point arithmetic. Computer number sets
are a first example of approximation: replacing some complicated object with a simpler one. It is one of the key
mathematical ideas studied throughout this text.

2.2. Cummulative floating point operations

Care should be exercised about the cummulative effect of many floating point operations. An informative example
is offered by Zeno's paradox of motion, that purports that fleet-footed Achilles could never overcome an initial head
start of D=2 given to the lethargic Tortoise since, as stated by Aristotle:

In a race, the quickest runner can never over-take the slowest, since the pursuer must first reach the
point whence the pursued started, so that the slower must always hold a lead.

The above is often formulated by considering that the first half of the initial head start must be overcome, then
another half and so on. The distance traversed after N such steps is

1 1 1-(/2)N Nat
DN—1+§+ +W_W_2[1_(1/2) ]<2

Calculus resolves the paradox by rigorous definition of the limit D =limy_Dy =2 and definition of velocity as
v(t)=lims_o(D(t+8t)-D(t))/8t, St=1/N, D(t)=2[1-(1/2)"%].
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Undertake a numerical invesigation and consider two scenarios, with increasing or decreasing step sizes

1 1 1

1
DN=1+—+"' CN=W+W+"'+1.

27T

In (R, +,-) associativity ensures Dy = Ch.

| N=10; D=2.0 ." (0:-1:-N); C=2.0 ." (-N:1:0); sum(D)==sum(C) |

true

|.: N=20; D=2.0 .” (8:-1:-N); C=2.0 .” (-N:1:0); sum(D)==sum(C) |

true

Irrespective of the value for N, Dy = Cy in floating point arithmetic. Recall however that computers use binary
representations internally, so division by powers of two might have unique features (indeed, it corresponds to a bit
shift operation). Try subdividing the head start by a different number, perhaps 7 to get an “irrational” numerical
investigation of Zeno's paradox of motion. Define now the distance Sy traversed by step sizes that are scaled by
1/ 7 starting from one to Ty, traversed by step sizes scaled by 7 starting from 7=

1 1 1

T 1
Sy=lt—t—t-ot— Ty=—t———t -+ 1.
N +7l'+71'2+ +71'N N +7‘L’ +ee 4

Again, in the reals the above two expressions are equal, Sy = Ty, but this is no longer verified computationally for
all N, not even within a tolerance of machine epsilon.

. fpi=Float64(pi);

. N=10; S=fpi .” (0:-1:-N); T=fpi .” (-N:1:0); sum(S)==sum(T)

true

|.: N=20; S=fpi .” (0:-1:-N); T=fpi .» (-N:1:0); sum(S)==sum(T) |

false

| . sum(S)-sum(T)<eps(Float64) |
false

This example gives a first glimpse of the steps that need to be carried out in addition to mathematical analysis to
fully characterize an algorithm. Since Sy # Ty, a natural question is whether one is more accurate than the other.
For some arbitrary ratio a, the exact value is known

1= (1/a)!
Ev=—="ara

and can be used to evaluate the errors |Sy— Enl, | Ty - Enl.

. function E(N,a)
(1-(1/a)"(N+1))/(1-(1/a))

end;

. function es(N,a)
S=a ." (0:-1:-N)
abs(sum(S)-E(N,a))
end;
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. function €t(N,a)
T=a . (-N:1:0)
abs(sum(T)-E(N,a))
end;

Carrying out the computations leads to results in Fig. 3.

. n=30; errs=zeros(Float64,n); errt=zeros(Float64,n);

. for i=1:n
errs[i]=es(N,fpi); errt[i]=et(N,fpi);
end

. clf(); plot(1l:n,errs,1:n,errt,marker="0"); title("Summation_error"); grid("on"); xlabel("n");
ylabel("es,et"); legend(["es"; "et"]);

1e—16 Summation error

0-0-0-0-0-0-0-0-0-0-0-0-0-0-0-0-0-0-0-0-0-0-0-0-0-0-0-0-0-0
2.0 1
1.5

t.{ —@— ¢s

810 et
0.5 4
0.0 4

0 5 10 15 20 25 30

Figure 3. Summation order errors.

Note that errors are about the size of machine epsilon for Sy, but are zero for Ty, it seems that the summation
ordering Ty=a ¥ +aN*1+... +1 gives the exact value. A bit of reflection reinforces this interpretation: first adding

small quantities allows for carry over digits to be accounted for.

This example is instructive beyond the immediate adage of “add small quantities first”. It highlights the blend of
empirical and analytical approaches that is prevalent in scientific computing.

3. Successive approximations

3.1. Sequences in R

Single values given by some algorithm are of little value in the practice of scientific computing. The main goal is the
construction of a sequence of approximations {x,}n,en that enables assessment of the quality of an approximation.
Recall from calculus that {x,}n,en converges to x if |x,- x| can be made as small as desired for all n beyond some
threshold. In precise mathematical language this is stated through:
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DEFINITION. {x,}nen converges to x if Ve>0,IN(¢) such that |x,- x|<¢€ for n>N(¢).

Though it might seem natural to require a sequence of approximations to converge to an exact solution x

lim x,=x,

n—oo
such a condition is problematic on multiple counts:
1. the exact solution is rarely known;
2. the best approximation might be achieved for some finite range ny< n<n,, rather than in the n— oo limit.

Both situations arise when approximating numbers and serve as useful reference points when considering approx-
imation other types of mathematical objects such as functions. For example, the number 7 is readily defined in
geometric terms as the ratio of circle circumference to diameter, but can only be approximately expressed by a
rational number, e.g., m=22/7. The exact value of 7 is only obtained as the limit of an infinite number of operations
with rationals. There are many such infinite representations, one of which is the Leibniz series

1,111
7-173
No finite term
Loy D
Ll 2k+1
k=0

of the above Leibniz series equals /4, i.e.,

An€Nsuchthat L,=r/4.

Rather, the Leibniz series should be understood as an algorithm, i.e., a sequence of elementary operations that leads
to succesively more accurate approximations of /4

lim L,=s/4.

n—oo

Complex analysis provides a convergence proof starting from properties of the arctan function

d
PE arctan(z) =

= —=arctan(1) —-arctan(0) = f

1
1+ 22 4 1+z2

For |z|< 1 the sequence S,=Y"_, (-z*)* of partial sums of a geometric series converges uniformly

® 2\n
1
e fim A7) ,
;( Z n—>m20 1—( ZZ) 1+ZZ

and can be integrated term by term to give
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This elegant result does not address however the points raised above: if = were not known, how could the conver-
gence of the sequence {L,},en be assessed? A simple numerical experiment indicates that the familiar value of x
is only recovered for large n, with 10000 terms insufficient to ensure five significant digits.

. function L(n)
L=1.0; s=-1.0

for k=1:n
L += s/(2%k+1); s = -s
end

return 4*L
end

L

|.: [L(100) L(1000) L(10000) Float64(m)] |

[ 3.1514934010709914 3.1425916543395442 3.1416926435905346 3.141592653589793 | (14)

3.2. Cauchy sequences

Instead of evaluating distance to an unknown limit, as in |L,- 7| < ¢, one could evaluate if terms get closer to one
another as in |L,- L,/ <&, a condition that can readily be checked in an algorithm.

DEFINITION. {X,}nen is a Cauchy sequence if ¥Ye>0,3IN(¢e) such that |x,— x| < € for all m,n> N(¢).

Note that the distance between any two terms after the threshold N(&) must be smaller than an arbitrary tolerance
e. For example the sequence a,= v/n is not a Cauchy sequence even though the distance between successive terms
can be made arbitrarily small

B SV O )| L) N W
et - Jnei+yn T neieyn 2J0

Verification of decreasing successive distance is therefore a necessary but not sufficient condition to assess whether
a sequence is a Cauchy sequence. Furthermore, the distance between successive iterates is not necessarily an
indication of the distance to the limit. Reprising the Leibniz example, successive terms can be further apart than
the distance to the limit, though terms separated by 2 are closer than the distance to the limit (a consequence of
the alternating Leibniz series signs)

| . n=1000; [logl0(abs(L(n)-L(n-1))) logl@(abs(L(n)-m))] |

[ -2.6991870973082537 -3.000434185835426 | (15)

| - [logle(abs(L(n)-L(n-2))) log10(abs(L(n)-m))] |

[ -5.698969895788488 -3.000434185835426 ] (16)
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Another question is whether a Cauchy sequence is itself convergent. For sequences of reals this is true, but the
Leibniz sequence furnishes a counterexample since it contains rationals and converges to an irrational. Such aspects
that arise in number approximation sequences become even more important when considering approximation
sequences composed of vectors or functions.

3.3. Sequences in [F

Consideration of floating point arithmetic indicates adaptation of the mathematical concept of convergence is
required in scientific computation. Recall that machine epsilon € is that largest number such that 1+e=1is true,
and characterizes the granularity of the floating point system. A reasonable adaptation of the notion of conver-
gence might be:

DEFINITION. {X,}nen , XoEF converges to x€IF if VYe>¢, AN(¢) such that |x,- x| <€ for n> N(¢).

What emerges is the need to consider a degree of uncertainty in an approximating sequence. If the uncertainty can
be bounded to the intrinsic granularity of the number system, a good approximation is obtained.

Summary. The problem of approximating numbers uncovers generic aspects of scientific computing;:

« different models of some phenomenon are possible and it is necessary to establish correspondence between
models and of a model to theory;

« scientific computation seeks to establish viable approximation techniques for the mathematical objects that
arise in models;

« correspondence of a model to theory is established through properties of approximation sequences, not
single results of a particular approximation technique;

« physical limitations of computer memory require revisiting of mathematical concepts to characterize approx-
imation sequence behavior, and impart a stochastic aspect to approximation techniques;

« computational experiments are a key aspect, giving an empirical aspect to scientific computing that is not
found in deductive or analytical mathematics.

LECTURE 2: APPROXIMATION TECHNIQUES

1. Rate and order of convergence

The objective of scientific computation is to solve some problem f(x)=0 by constructing a sequence of approxima-
tions {x,}nen. The condition suggested by mathematical analysis would be x =lim,_,« x,, with f(x)=0. As already
in the Leibniz series approximation of 7, acceptable accuracy might only be obtained for large n. Since f could be
an arbitrarily complex mathematical object, such slowly convering approximating sequences are of little practical
interest. Scientific computing seeks approximations of the solution with rapidly decreasing error. This change of
viewpoint with respect to analysis is embodied in the concepts of rate and order of convergence.
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DEFINITION 1. {x,}nen converges to x with rate r € (0,1) and order p if

[Xn+1-X|
n—oo ‘Xn—X‘p

(17)

As previously discussed, the above definition is of limited utility since:

a) The solution x is unknown;

b) The limit n— oo is impractical to attain.

Sequences converge faster for higher order p, but lower rate r. A more useful approach is to determine estimates
of the rate and order of convergence over some range of iterations that are sufficiently accurate. Rewriting (1) as

lim (|xpe1-x|-rix,-xP) =0,
n—oo
suggests introducing the distance between successive iterates d,=|x,- x,-1l, and considering the condition

| dys1—sd|smallfor large n.

DEFINITION 2. {x,}nen approximates x with rate s and order q if there exist s,q€R and ni,n,€ N such that

|dye1—-sd]|<e,fornsnsn, (18)

with d,=|x,- x,-1l, n€IN, € denotes machine epsilon.

As an example, consider the derivative g= f" of f(x)=e*-1at xp=0, as given by the calculus definition

g(x0) = f (x0) = lim JM,

h—0

and construct a sequence of approximations
_ 0 ~
gn=wafn=f(hn)ahn=2 m
n
Start with a numerical experiment, and compute the sequence d,=1g,- g,-1l-

n 1 2 ... N

h,=27" 1/2 1/4 o 172N

fn f1 f2 fN

8n=(fa- £(0))/hy g1=(fi-F(0))/2 g&=(fa-f(0))/4 ... gn=(fn-f(0))/2"
dn-1=18n— 8n-1l - di=18- &1l oo dyo1=18n - 8Nl

Table 1. Table presentation of calculations to construct approximation of derivative sequence for f(x)=tanx, at xo=0.
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. N=24; n=1:N; h=2.0."(-n); f(x) = exp(x)-1; x0=0; fo=f(x0);
.o g = (f.(h).-f0) ./ h; d=abs.(g[2:N]-g[1:N-1]);
. n1=2; n2=8; [h[n1:n2] g[n1:n2] d[n1:n2]]

0.25 1.1361016667509656  0.070914042216355
0.125 1.0651876245346106 0.033276281848861444
0.0625  1.0319113426857491 0.0161223027144608

0.03125 1.0157890399712883 0.007935690423401809 (19)
0.015625 1.0078533495478865 0.0039369071225365815
0.0078125 1.00391644242535 0.001960771808398931

| 0.00390625 1.001955670616951 0.0009784720235188615 |

Investigation of the numerical results indicates increasing accuracy in the estimate of g(x)=(e*-1) =e*, g(0)=1
with decreasing step size h. The distance between successive approximation sequence terms d,=|g,- g,-1l also
decreases. It is more intuitive to analyze convergence behavior through a plot rather than a numerical table.

. clf(); plot(h[2:N],d,"-0"); xlabel("h"); ylabel("d");
. cd(homedir()=*"//courses//MATH661//images"); savefig("LO2FigOla.eps");

The intent of the rate and order of approximation definitions is to state that the distance between successive terms
behaves as

dn+1 ESd,g,

in the hope that this is a Cauchy sequence, and successively closer terms actually indicate convergence. The con-
vergence parameters (s,q) can be isolated by taking logarithms, c,=log d, leading to a linear dependence

Chs1=qcy+logs.

Subtraction of successive terms gives ¢, - ¢,-1= q(cn-1- Cs-2), leading to an average slope estimate

IR

N-1
1 Z Cn—Cn-1
q N_3n=3 Cn-1—Cp-2

. c=log.(2,d); 1lh=log.(2,h[2:N]); cl1f(); plot(lh,c,"-0"); plot([-10,-20],[-10,-20],"k");
plot([-10,-20],[-106,-30],"g");

. xlabel("log(h)"); ylabel("log(d)"); savefig("L02FigOlb.eps");

. num=c[3:N-1]-c[2:N-2]; den=c[2:N-2]-c[1:N-31;

. q = sum(num ./ den)/(N-3)

0.9920966582673338
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The above computations indicate g =1, known as linear convergence. Figure 4b shows the common practice of
depicting guide lines of slope 1 (black) and slope 2 (green) to visually ascertain the rate of convergence. Once the
order of approximation g is determined, the rate of aproximation is estimated from

N-1
1
Iogs=m§ (cn—qcn-1)-

| . s=exp(sum(c[2:N-1]-g*c[1:N-2])/(N-2)) |

0.3252477724180383

The above results suggest successive approximants become closer spaced according to

d,=0.124d,_,
0.16
—5
0.14 4
0.12 4 —10 A
0.10 4
5 —15
© 0.08 =)
K<)
0.06 1 =20
0.04 4
=25
0.02
0.00 + —30
0.00 0.05 0.10 0.15 0.20 0.25 -25 -20 -15 -10 -5
h log(h)

Figure 4. (a, left). Convergence plot; (b,right) Convergence plot in logarithmic coordinates.

Repeat the above experiment at xo=In 2, where g(In2) =2, and using a different approximation of the derivative

_fn2+hn) - f(In2-hn)
n 2h, ’

For this experiment, in addition to the rate and order of approximation (s, q), also determine the rate and order of
convergence (r,p) using

bo=18,-8(m/4)|,bp12rbl,a,=log b, an.1=pa,+logr.

. N=32; n=1:N; h=2.0."(-n); f(x) = exp(x)-1; x0=1log(2); fo=f(x0); gb=exp(x0);
g = (f.(x0 .+ h).-f.(x0 .- h)) ./ (2+h); d=abs.(g[2:N]-g[1:N-1]);
. c=log.(2,d); lh=log.(2,h[2:N]); b=abs.(g[2:N].-g0); a=log.(2,b);

- plot(lh,c,”-0"); plot(lh,a,"-x"); plot([-10,-20],[-10,-20],"k");
plot([-10,-20],[-10,-30],"g");

. xlabel("log(h)"); ylabel("c, a"); grid("on");
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. savefig("LO2Fig02.eps");
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Figure 5. Typical convergence behavior for approximants of a derivative. Blue line shows first-order or linear convergence of approxi-
mation f'(xo) = (f (xo+h) - f(x0))/hfor f(x)=e*-1at xo=0. The convergence curve is monotone, with decreasing error for all sample
points due to fortuitous f(xp) =0. Green and orange lines indicate that the orders of convergence and approximation are quadratic for
f(x0)=(f(xo+h)-f(xo-h))/(2h) for f(x)=e*-1at xo=log2. Now, f(xo) #0, and small differences in the numerator are no longer
resolved by the floating point system leading to an increase in the error for log(h) <-20. The numerical experiment indicates that order
of approximation can be used interchangeably with order of convergence, i.e., closer spacing of successive approximations is often an
indication of convergence.

2. Convergence acceleration

Given some approximation sequence {x,}neN, Xn— X, wWith x solution of problem f(x) =0, it is of interest to con-
struct a more rapidly convergent sequence {y,}nen, ¥n— x. Knowledge of the order of convergence p can be used
to achieve this purpose by writing

Xn=X=r(Xpo1-X)P, Xp_1—-x=r(x5-2-x)P, (20)
and taking the ratio to obtain
Xn—X =<xn_1—x)P. (21)
Xp-1—X Xn-2—X

For p€N, the above is a polynomial equation of degree p that can be solved to obtain x. Since (20) is an approxi-
mation, solving (21) gives an approximation of the exact limit.

2.1. Aitken acceleration

One of the widely used acceleration techniques was published by Aitken (1926, but had been in use since Medieval
times) for p=1in which case (21) gives

2

2 XnXn-2—Xnp-1

XnXn-2— (Xn+Xp-2)X=Xp_1—-2Xp-1X=>X=—F—""—.
Xp—2Xp_1+ Xp_2
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The above suggests that starting from {x,} s, the sequence {an}nen With

XoXn-2=Xa1  (xn=xn1)?

n

an=

- ’
Xp—2Xp_1+ Xp_2 Xpn—2Xp_1+ Xp_2

might converge faster towards the limit. Investigate by revisiting the numerical experiment on approximation of
the derivative g= f" of f(x)=e*-1at xp=0, using

g~ 2L, foe (b, =2

" N=24; n=1:N; h=2.0."(-n); f(x) = exp(x)-1; x0=0; fO=f(x0);

. g = (f.(h).-f0) ./ h; a = copy(g);

"~ a[3:N] = g[3:N] - (g[3:N]-g[2:N-1])."2 ./ (g[3:N]-2xg[2:N-1]+g[1:N-2]);
. lh=log.(2,h); d=log.(2,abs.(g.-1)); b=log.(2,abs.(a.-1));

. clf(); plot(lh,d,"-0"); plot(lh,b,"-x"); plot([-10,-20]1,[-10,-20]1,"k");
plot([-10,-20],[-10,-30]1,"¢g"); xlabel("log(h)"); ylabel("g, a"); grid("on");
savefig("LO2Fig03.eps");
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Figure 6. Aitken acceleration of linearly convergent sequence (blue dots) yields a close-to-quadratic convergent sequence (orange x).

3. Approximation correction types

Several approaches may be used in construction of an approximating sequence {x,},en. The approaches exempli-
fied below for x,€R, can be generalized when x,, is some other type of mathematical object.

3.1. Additive corrections

Returning to the Leibniz series
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the sequence of approximations is {L,}n,en With general term

Note that successive terms are obtained by an additive correction

—1)"
Ln=Ln—1+ én_'_).]sLn_)

~1

Another example, again giving an approximation of = is the Srinivasa Ramanujan series

Bl

22 & !
R - J_Z (4k).(1103+26390k), im R,
9801 £ (k!)* 3964k f—c0

that can be used to obtain many digits of accuracy with just a few terms.

An example of the generalization of this approach is the Taylor series of a function. For example, the familiar sine
power series
x> x°

smx=x—§+ﬁ—...,

is analogous, but with rationals now replaced by monomials, and the limit is now a function sin:R—[-1,1]. The
general term is

Ta(x) =
k=0

(_1)kX2k+1
(2k+1)!°

and the same type of additive correction appears, this time for functions,

(_—I)nx2n+1

Ta(x)=Tp1(x) +W,

Ta(x) —sinx.

3.2. Multiplicative corrections

Approximating sequences need not be constructed by adding a correction. Consider the approximation of /2
given by Wallis's product (1656)

for which
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Another famous example is the Viéte formula from 1593

JZ \2+y2 ,f2+,[2+\/7 n j&z\ﬁ

2_
=

2 2 v

k=

in which the correction is multiplicative with numerators given by nested radicals. Similar to the > symbol for
addition, and the [ ] symbol for multiplication, the N symbol is used to denote nested radicals

k b b b

1 2]
Nb,/aj= \/a1+ \/a2+ \3[a3+-~-+b,k/ak .
j=1

In the case of the Viete formula, a;=2, b;=2 for all j.

3.3. Continued fractions

Yet another alternative is that of continued fractions, with one possible approximation of 7 given by

T+3=6+—m . (22)

A notation is introduced for continued fractions using the K symbol

n
Fn=b0+ K ﬂ=bo+
k=1 by

al
az
as

b3+.',

b]+

b2+

Using this notation, the sequences arising in the continued fraction representation of 7 are {a,}nen, {bn}nen chosen
as ay=(2k-1)*for k€ N,, and by=6 for kEN.

= lim (6+ I’EM)

n—oo k=1 6
3.4. Composite corrections

The above correction techniques used arithmetic operations. The repeated radical coefficients in the Viéte formula
suggest consideration of repeated composition of arbitrary functions ty, t,..., t, to construct the approximant

n

To=toetio...oty=C) ti.
k=0

This is now a general framework, in which all of the preceeding correction approaches can be expressed. For
example, the continued fraction formula (22) is recovered through the functions

1 =(2/<—1)2

to(z)=6+z,t1(z)=6+Z,...,tk(z) e12

s
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and evaluation of the composite function at z=0

This general framework is of significant current interest since such composition of nonlinear functions is the basis
of deep neural network approximations.

Summary.
« The cornerstone of scientific computing is construction of approximating sequences.

« The problem of number approximation leads to definition of concepts and techniques that can be extended
to more complex mathematical objects.

« A primary objective is the construction of efficient approximating sequences, with efficiency characterized
through concepts such as order and speed of convergence.

« Though often enforced analytically, limiting behavior of the sequence is of secondary interest. As seen in
the approximation of a derivative, the approximating sequence might diverge, yet give satisfactory answers
for some range of indices.

« Though by far the most widely studied and used approach to approximation, additive corrections are not
the only possibility.

« Alternative correction techniques include: multiplication, continued fractions, or repeated function compo-
sition.

+ Repeated composition of functions is used in constructing deep neural network approximants.

LECTURE 3: PROBLEMS AND ALGORITHMS

1. Mathematical problems

1.1. Formalism for defining a mathematical problem

In general, mathematical problems can be thought of as mappings from some set of inputs X to some set of outputs
Y. The mapping is often carried out through a function f, i.e., a procedure that associates a single y € Y to some
input x€ X

FXDYy=F(x)xDy

Examples:
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o Compute the square of a real:

X=R,Y=R,y=f(x)=x2

- Find xsolution of ax + b=c for given a,b,c€R, a+0. The inputs to this problem are a, b, c and the output is the
solution (¢-b)/a

X=R\Y{0}xRxR,Y=R, f(a,b,c)=(c-b)/a.

o Compute the innner product of two vectors u, v ER™
n
X=R"xR"Y=R,y=f(u,v)=) uyv,
i=1
with uj, v; the components of u,v. Note that the input set is the Cartesian product of sets of vectors and the

output set is the reals. Such functions defined from sets of vectors (more accurately vector spaces) to reals
(more accurately scalars) are called functionals.

o Compute the definite integral
b
(u,v) =f u(x) v(x) dx,
with f,g arbitrary continuous functions, denoted by f,g€ C®([a,b]):

X=C9([a,b])xCO([a,b]),Y=R.

Again, this an example of a functional.

- Compute the derivative of a function g€ C(V(R), with C¥(R) the space of functions defined on R differentiable
k times: X=CY(R), Y=C©(R), f =d/dx. Note that in this case X, Y are sets of functions, in which case f is
referred to as an operator.

o Find the roots of a polynomial p,(x) =a,x"+...+a;x +ao. The input is the polynomial specified by the vector of
coefficients a €R"*". The output is another vector x €R" whose components are roots, p,(x;) =0

X=R™Y=R"

The function f: X — Y cannot be written explicitly (corollary of Abel-Ruffini theorem), but there are approxi-
mations f of the root-finding function that can be implemented such f = f.

Note that the specification of a mathematical problem requires definition of the triplet (X, Y, f).

Once a problem is specified, the natural question is to ascertain whether a solution is possible. Generally, simple
affirmation of the existence of a solution is the objective of some field of mathematics (e.g., analysis, functional
analysis). From the point of view of science, an essential question is not only existence but also:

1. how does the output y = f(x) change if x changes?
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2. what are the constructive methods to approximate y?

1.2. Vector space

The above general definition of a mathematical problem must be refined in order to assess magnitude of changes
in inputs or outputs. A first step is to introduce some structure in the input and output sets X, Y. Using these sets,
vector spaces Ul = (V, S, +,-) are constructed, consisting of a set of vectors V, a set of scalars S, an addition operation
+, and a scaling operation - . The vector space is often referred to simply by its set of vectors V, when the set of
scalars, addition operation, and scaling operation are self-evident in context.

Formally,a vector space U is defined by a set V whose Addition rules for Ya,b,c€V
elements satisfy certain scaling and addition proper- a+beV Closure

ties, denoted all together by the 4-tuple U = (V, S, +, a+(b+c)=(a+b)+c|Associativity

-). The first element of the 4-tuple is a set whose ele- a+b=b+a Commutativity
ments are called vectors. The second element is a set of O+ta=a Zero vector
scalars, and the third is the vector addition operation. a+(-a)=0 Additive inverse
The last is the scaling operation, seen as multiplication Scaling rules for Va,b€V,Vx,y€S
of avector by a scalar. The vector addition and scaling xa€V Closure
operations must satisfy rules suggested by positions or x(a+b)=xa+xb Distributivity
forces in three-dimensional space, which are listed in (x+y)a=xa+ya Distributivity
Table 1.1. In particular, a vector space requires defi- x(ya)=(xy)a Composition
nition of two distinguished elements: the zero vector la=a Scalar identity

0€V, and the identity scalar element 1€ S. Table 2. Vector space ! =(V, S, +,-) properties for arbitrary a, b,c€V

1.3. Norm

A first step is quantification of the changes in input or output, assumed to have the structure of a vector space,
X= (X,]R,+,~),g= (Y,R,+,-).

DEFINITION 3. A norm on vector space X is a function ||||: X — R, that for any x,y,z€ X, a €R satisfies the properties:
1. lIxIl=0 if and only if x=0.
2. llax|l=lalllx||

3. AIx+yli=<lix+1yl
1.4. Condition number

The ratio of changes in output to changes in input is the absolute condition number of a problem.

DEFINITION 4. The problem f: X — Y has absolute condition number

ILf (x+6x) = F ()
16xi

K =lim sup

=0 5x)<e
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To avoid influence of choice of reference unit, the relative condition number is also introduced.

DEFINITION 5. The problem f: X — Y has relative condition number

& lim sup L XX —FOOIl X
5_’°\|5xu55 ILf OOl 16x1l °

2. Solution algorithm

2.1. Accuracy

In scientific computation, the mathematical problem f:X— Y is approximated by an algorithmf:)N(—> Y, in which
is assumed to be computable, and X, Y are vector spaces that approximate X, Y. As a first step in characterizing

how well the algorithm f approximates the problem £, consider that X=X and Y =Y, i.e., there is no error in
representation of the domain and codomain.

DEFINITION 6. The absolute error ofalgorithmf':X—> Y that approximates the problem f: X — Y is
e=If ()= F (Il
DEFINITION 7. The relative error ofalgorithmf':X—> Y that approximates the problem f: X — Y is

R VICRNACS]
Foal

DEFINITION 8. An algorithmf:X—> Y is accurate if there exists finite MER, such that

LF () = FOOl

€=—$M€mach

ILf (Ol

The above condition is also denoted as €= (€mnach)

2.2. Stability

Algorithms should not catastrophically increase input errors. This is quantified in the concept of stability.

DEFINITION 9. An algorithm f: X — Y is forward stable if
1% = X1/ l1xll = O €mach) = Lf (x) = £ ()/ILF (%)= O (Emach)

The above states that the relative error in the output should be on the order of machine epsilon if the relative in
the input is of order machine epsilon. Note that the constants in the order statements M, N are usually different
from one another, |IX - x|I/[Ix]|s Mémach, ILf (x) = f GOI/ILF (X) 1| < Némach.
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DEFINITION 10. An algorithm f:X—) Y is backward stable if from existence of some x such thatf(x) = f(x), it results
that

l1x = x11/11x1l = O (€mach)-

Backward stability asserts that the result of the algorithm on exact input data is the same as the solution to the
mathematical problem for nearby data (with distance on order of machine epsilon).

Summary.
« Mathematical problems are stated as functions from a set of inputs X to a set of outputs Y, f: X—Y
« The difficulty of a mathematical problem is assessed by measuring the effect of changes in input
« To quantify changes in inputs and outputs, the framework of a normed vector space is introduced

« The ratio of norm of output change to norm of input change is the absolute condition number of a problem

K =Ilim sup Lf (x+6x) = (X

e=0sxlise 18x]

« Algorithms are constructive approximations of mathemtical problems f:X—> Y. The accuracy of an algo-
rithm is assessed by comparison of the algorithm output to that of the mathematical problem through
absolute error e and relative error ¢

e=lf(x)=f(x)ll,e= IF ()

« The tendency of an algorithm to amplify pertubations of input is assessed by the concept of stability
« Algorithms that do not amplify relative changes in input of the size of machine precision are forward stable.

« Algorithms that compute the exact result of a mathematical problem for changes in put of the size of
machine precision are backward stable.
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CHAPTER 1
LINEAR ALGEBRA

LECTURE 4: LINEAR COMBINATIONS

1. Finite-dimensional vector spaces

1.1. Overview

The definition from Table 1 of a vector space reflects generally a real m-space ®,,=(R™,R,+,-), m€N, m>0.
everyday experience with vectors in Euclidean geom-

etry, and it is common to refer to such vectors by Addition rules for  Va,b,c€V
descriptions in a Cartesian coordinate system. For a+be€V Closu're' _
example, a position vector r within the plane can be at(b+c)=(a+b)+c ASSOC'at'V'Fy'
referred through the pair of coordinates (x, y). This atb-b+a Commutativity
intuitive understanding can be made precise through O+ta=a Zerq \'/ect'or

the definition of a vector space ®,=(R%R, +,-), called a+ (._a) =0 Additive inverse
the real 2-space. Vectors within ®; are elements of R?= Scaling rules for Va,b€V,Vx,y€S
R xR ={(x,y)|x,y €R}, meaning that a vector is spec- xa€V Cl.osgre _

ified through two real numbers, r<> (x,y). Addition of x(a+b)=xa+xb D!str!but!v!ty
two vectors, g <> (s,t), r<> (x,y) is defined by addition (x+yla=xatya D'S“'b“F'Y'tY

of coordinates g +r=(s+x,t+v). Scaling r < (x,y) by x(ya) =(xy)a Compc?smor'l
scalar a is defined by ar <> (ax,ay). Similarly, consid- la-a Scalar identity
eration of position vectors in three-dimensional space Table 1.1. Vector space U = (V, S, +,-) properties for arbitrary a, b,
leads to the definition of the ®3=(R3 R, +,-), or more ceV

Note however that there is no mention of coordinates in the definition of a vector space as can be seen from the
list of properties in Table 1. The intent of such a definition is to highlight that besides position vectors, many
other mathematical objects follow the same rules. As an example, consider the set of all continuous functions
C(R)={f1| f:R— R}, with function addition defined by the sum at each argument t, (f +g)(t) = f(t) +£(t), and
scaling by a€R defined as (af ) (t) =af (t). Read this as: “given two continuous functions f and g, the function f +g
is defined by stating that its value for argument x is the sum of the two real numbers f(t) and g(t)”. Similarly:
“given a continuous function f, the function af is defined by stating that its value for argument ¢ is the product of
the real numbers a and f(t)”. Under such definitions C°= (C(R),R, +,-) is a vector space, but quite different from
R . Nonetheless, the fact that both C° and &, are vector spaces can be used to obtain insight into the behavior of
continuous functions from Euclidean vectors, and vice versa. This correspondence principle between discrete and
continuous formulations is a recurring theme in scientific computation.

1.2. Real vector space #,,

Column vectors. Since the real spaces ®,,=(R™,R, +,-) play such an important role in themselves and as a guide
to other vector spaces, familiarity with vector operations in &, is necessary to fully appreciate the utility of linear
algebra to a wide range of applications. Following the usage in geometry and physics, the m real numbers that
specify a vector u €R™ are called the components of u. The one-to-one correspondence between a vector and its

components u <> (uy,..., Un), is by convention taken to define an equality relationship,
Uy
u=|: |, (1.1)
Upm
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with the components arranged vertically and enclosed in square brackets. Given two vectors u,v€R™, and a scalar
a€R, vector addition and scaling are defined in &, by real number addition and multiplication of components

us Vi ui+vq uiq auq
o utv=|: |+|t [=]: ,Jau=al|: |[=]: . (1.2)
Um Vi Un+Vnp Um aup

The vector space &, is defined using the real numbers as the set of scalars, and constructing vectors by grouping
together m scalars, but this approach can be extended to any set of scalars S, leading to the definition of the vector
spaces 5,=(S",S,+,-). These will often be referred to as n-vector space of scalars, signifying that the set of vectors
is V=5".

To aid in visual recognition of vectors, the following notation conventions are introduced:

« vectors are denoted by lower-case bold Latin letters: u, v;
+ scalars are denoted by normal face Latin or Greek letters: a, b, a, f;

« the components of a vector are denoted by the corresponding normal face with subscripts as in equation
(1.1);

« related sets of vectors are denoted by indexed bold Latin letters: uy, us, ..., u,.

Row vectors. Instead of the vertical placement or components into one column, the components of could have
been placed horizontally in one row [ u; ... uy, ], that contains the same data, differently organized. By conven-
tion vertical placement of vector components is the preferred organization, and v shall denote a column vector
henceforth. A transpose operation denoted by a T superscript is introduced to relate the two representations

. ul=[ur ... un],

and u' is the notation used to denote a row vector.

o InJulia, horizontal placement of successive components in a row is denoted by a space.

Compatible vectors. Addition of real vectors u,v €R"™ defines another vector w = u + v ER™. The components of
w are the sums of the corresponding components of u and v, w;=u;+v;, for i=1,2,...,m. Addition of vectors with
different number of components is not defined, and attempting to add such vectors produces an error. Such vectors
with different number of components are called incompatible, while vectors with the same number of components
are said to be compatible. Scaling of u by a defines a vector z = au, whose components are z;=au;, for i=1,2,...,m.

1.3. Working with vectors

Ranges. The vectors used in applications usually have a large number of components, m> 1, and it is important
to become proficient in their manipulation. Previous examples defined vectors by explicit listing of their m com-
ponents. This is impractical for large m, and support is provided for automated generation for often-encountered
situations. First, observe that Table 1 mentions one distinguished vector, the zero element that is a member of any
vector space 0€ V. The zero vector of a real vector space &, is a column vector with m components, all of which
are zero, and a mathematical convention for specifying this vectoris0"=[ 0 0 ... 0 JER™. This notation specifies
that transpose of the zero vector is the row vector with m zero components, also written through explicit indexing
of each component as 0;=0, for i=1,...,m. Keep in mind that the zero vector 0 and the zero scalar 0 are different
mathematical objects.

The ellipsis symbol in the mathematical notation is transcribed in Julia by the notion of a range, with 1:m denoting
all the integers starting from 1 to m, organized as a row vector. The notation is extended to allow for strides
different from one, and the mathematical ellipsis i=m,m-1,...,1is denoted as m:-1:1. In general r:s:t denotes
the set of numbers {r,r+s,...,r+ns} with r+ ns<t, and r,s, t real numbers and n a natural number, r,s,t€R, n€IN.
If there is no natural number n such that r+ ns<t, an empty vector with no components is returned.
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2. Linear combinations

2.1. Linear combination as a matrix-vector product

The expression x =xje1+ X ex+ -+ + Xmen, expresses the idea of scaling vectors within a set and subsequent addition
to form a new vector x. The matrix I=[ e; e, ... ey | groups these vectors together in a single entity, and the
scaling factors are the components of the vector x. To bring all these concepts together it is natural to consider the
notation

° x =Ix,

as a generalization of the scalar expression x=1-x. It is clear what the operation Ix should signify: it should capture
the vector scaling and subsequent vector addition xje;+xyex+ -+ + X,y em. A specific meaning is now ascribed to Ix
by identifying two definitions to one another.

Linear combination. Repeateadly stating “vector scaling and subsequent vector addition” is unwieldy, so a spe-
cial term is introduced for some given set of vectors {ay,...,ap}.

DEFINITION. (LINEAR COMBINATION) . The linear combination of vectors ay, ay,...,a,€ V with scalars x1, x>,...,x,€S in
vector space (V,S,+,-) is the vector b=xja+Xyay+...Xpan.

Matrix-vector product. Similar to the grouping of unit vectors ey,..., e, into the identity matrix 1, a more concise
way of referring to arbitrary vectors ay,...,a, from the same vector space is the matrix A=[ a; a; ... a,]. Com-
bining these observations leads to the definition of a matrix-vector product.

DEFINITION. (MATRIX-VECTOR PRODUCT) . In the vector space (V,S,+,-), the product of matrix A=[ ai a; ... ap |
composed of columns ay, ay,...,a,€ V with the vector x €S, whose components are scalars x1,xy,...,x,€S is the linear
combination b=x1a1+Xyas+ ... Xpan=Ax€V.

2.2. Linear algebra problem examples

Linear combinations in E;. Consider a simple example that leads to a common linear algebra problem: decom-
position of forces in the plane along two directions. Suppose a force is given in terms of components along the
Cartesian x, y-axes, b= bye, + b e, as expressed by the matrix-vector multiplication b=Ib. Note that the same force
could be obtained by linear combination of other vectors, for instance the normal and tangential components of the
force applied on an inclined plane with angle 0, b= x;e; + x, ey, as in Figure 1.1. This defines an alternate reference
system for the problem. The unit vectors along these directions are

‘e cos 0 [ -sin6
: “|sin0 "7 cosO |’

. 0=1/6.; c=cos(B); s=sin(0); t=[c; sl; n=[-s; cl;

and can be combined into a matrix A=[ ¢ n ]. The value of the components (x;, x,) are the scaling factors and can

be combined into a vector x = [ x; x,]7. The same force must result irrespective of whether its components are
given along the Cartesian axes or the inclined plane directions leading to the equality

. Ib=b=Ax. (1.9)
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| b=[0.2; 0.4]; I+b |
0.2
[0.4] (1.10)

Interpret equation (1.9) to state that the vector b could be obtained either as a linear combination of 1, b=1b, or as
a linear combination of the columns of A, b=Ax. Of course the simpler description seems to be 16 for which the
components are already known. But this is only due to an arbitrary choice made by a human observer to define the
force in terms of horizontal and vertical components. The problem itself suggests that the tangential and normal
components are more relevant; for instance a friction force would be evaluated as a scaling of the normal force.

- The components of b in this more natural reference
system are not known, but can be determined by solving
the vector equality Ax =1b=b, known as a linear system
of equations, implemented in many programming envi-
ronments (Julia, Matlab, Octave) through the backslash
operator x=A\b.

Figure 1.1. Alternative decompositions of force on inclined plane.

Linear combinations in ®,, and C°[0,2x). Linear combinations in a real space can suggest properties or
approximations of more complex objects such as continuous functions. Let C°[0,27) = (C[0,27),R, +,) denote
the vector space of continuous functions that are periodic on the interval [0,27), C[0,7)={f| f:R—R, f(t) =
f(t+2m)}. Recall that vector addition is defined by (f +g)(t) = f(t) + g(t), and scaling by (af)(t)=af(t), for
f,8€C[0,27), a€R. Familiar functions within this vector space are sin(kt), cos(kt) with k€N, and these can
be recognized to intrinsically represent periodicity on [0,27), a role analogous to the normal and tangential direc-
tions in the inclined plane example. Define now another periodic function b(t+2)=b(t) by repeating the values
b(t)=t(x-t)(2x -t) from the interval [0,27) on all intervals [2pz,2(p+ 1) ], for p€Z. The function b is not
given in terms of the “naturally” periodic functions sin(kt), cos(kt), but could it thus be expressed? This can
be stated as seeking a linear combination b(t) =Y }", xksin(kt), as studied in Fourier analysis. The coefficients

xi could be determined from an analytical formula involving calculus operations xk=%f02” b(t) sin(kt) dt, but
we'll seek an approximation using a linear combination of n terms

b(t)Ei xksin(kt),A(t)=[ sin(t) sin(2t) ... sin(nt) ,A-R—R".
P

Organize this as a matrix vector product b(t) = A(t) x, with
A(t)=[ sin(¢) sin(2¢) ... sin(ne) I,x=[x; x2 ... x,]T€R™

The idea is to sample the column vectors of A(t) at the components of the vector t=[t; £, ... t, T €R™, t;=
(j-1h, j=1,2,...,m, h=n/m. Let b=>b(t), and A=A(t), denote the so-sampled b, A functions leading to the
definition of a vector b€R™ and a matrix A€R™". There are n coefficients available to scale the column vectors of
A, and b has m components. For m>n it is generally not possible to find x such that Ax would exactly equal b, but
as seen later the condition to be as close as possible to b leads to a well defined solution procedure. This is known
as a least squares problem and is automatically applied in the x=A\b instruction when the matrix A is not square.
As seen in the following numerical experiment and Figure 1.2, the approximation is excellent and the information
conveyed by m=1000 samples of b(t) is now much more efficiently stored in the form chosen for the columns of
A and the n=5 scaling coefficients that are the components of x.
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Fourier approximation of b(t)

101

Figure 1.2. Comparison of least squares approximation (red line) with samples (black dots) of exact function b(t)=t(m - t)(27 - t)

Summary.

« Awidely used framework for constructing additive approximations is the vector space algebraic space struc-
ture in which scaling and addition operations are defined

« In a vector space linear combinations are used to construct more complicated objects from simpler ones

b=Ax=Xjai+ -+ Xpan

LECTURE 5: LINEAR FUNCTIONALS AND MAPPINGS

1. Functions

1.1. Relations

A general procedure to relate input values from set X to output values from set Y is to first construct the set of all
possible instances of x€ X and y € Y, which is the Cartesian product of X with Y, denoted as X x Y ={(x,y)|x€X,
y € Y}. Usually only some associations of inputs to outputs are of interest leading to the following definition.

DEFINITION. (RELATION) . A relation R between two sets X, Y is a subset of the Cartesian product X x Y, Rc X x Y.

Associating an output to an input is also useful, leading to the definition of an inverse relation as R™'c Y x X,
R'={(y,x)1(x,y) €R}. Note that an inverse exists for any relation, and the inverse of an inverse is the original
relation, (R"")""=R.

Homogeneous relations. Many types of relations are defined in mathematics and encountered in linear algebra.
A commonly encountered type of relationship is from a set onto itself, known as a homogeneous relation. For
homogeneous relations Hc A x A, it is common to replace the set membership notation (a, b) € H to state that a€ A

is in relationship H with b€ A, with a binary operator notation a~ b. Familiar examples include the equality and less
than relationships between reals, E,LcR xR, in which (a,b) €E is replaced by a=b, and (a,b) € L is replaced by a<b.
The equality relationship is its own inverse, and the inverse of the less than relationship is the greater than relation
GcRxR, G=L"", a<b= b>a. Homogeneous relations Hc A x A are classified according to the following criteria.

Reflection. Relation H is reflexive if (a,a) € H for any a€ A. The equality relation ESR xR is reflexive, Va€ A,
a=a, the less than relation LcR xR is not, TER 1+ 1.

Symmetry. Relation H is symmetric if (a, b) € H implies that (b,a) € H, (a,b) € H= (b, a) € H. The equality
relation EcR xR is symmetric, a= b= b=aq, the less than relation LcR xR is not, a<b=5 b<a.
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Anti-symmetry. Relation H is anti-symmetric if (a, b) € H for a# b, then (b,a) € H. The less than relation
L<R xR is antisymmetric, a<b=b ¢ a.

Transitivity. Relation H is transitive if (a,b) € H and (b, c) € H implies (a,c) € H. for any a€ A. The equality
relation ECR xR is transitive, a=bab=c= a=c, as is the less than relation LcR xR, a<bab<c= a=<c.

Certain combinations of properties often arise. A homogeneous relation that is reflexive, symmetric, and transitive
is said to be an equivalence relation. Equivalence relations include equality among the reals, or congruence among
triangles. A homogeneous relation that is reflexive, anti-symmetric and transitive is a partial order relation, such as
the less than or equal relation between reals. Finally, a homogeneous relation that is anti-symmetric and transitive
is an order relation, such as the less than relation between reals.

1.2. Functions

Functions between sets X and Y are a specific type of relationship that often arise in science. For a given input
x € X, theories that predict a single possible output y € Y are of particular scientific interest.

DEFINITION. (FUNCTION) . A function from set X to set Y is a relation F < X x Y, that associates to x € X a single y € Y.

The above intuitive definition can be transcribed in precise mathematical terms as FE X x Y is a function if (x,y)€F
and (x,z) € F implies y = z. Since it's a particular kind of relation, a function is a triplet of sets (X, Y, F), but with a
special, common notation to denote the triplet by f: X — Y, with F={(x, f(x))Ix€X, f(x) € Y} and the property
that (x,y)€EF= y=f(x). The set X is the domain and the set Y is the codomain of the function f. The value from
the domain x € X is the argument of the function associated with the function value y = f (x). The function value y
is said to be returned by evaluation y = f(x).

As seen previously, a Euclidean space E;,= (R™,R, +,-) can be used to suggest properties of more complex spaces
such as the vector space of continuous functions C°(R). A construct that will be often used is to interpret a vector
within E,, as a function, since v ER™ with components v=[ v; v, ... v, ]" also defines a function v:{1,2,....m}—R,
with values v (i) = v;. As the number of components grows the function v can provide better approximations of some
continuous function f€C°(R) through the function values v;=v(i) = f (x;) at distinct sample points x1,xa,..., Xm.

The above function examples are all defined on a domain of scalars or naturals and returned scalar values. Within
linear algebra the particular interest is on functions defined on sets of vectors from some vector space U =(V,S,
+,-) that return either scalars f:V — S, or vectors from some other vector space W= (W, S, +,-), g:V— W. The
codomain of a vector-valued function might be the same set of vectors as its domain, h: V — V. The fundamental
operation within linear algebra is the linear combination au + bv with a,b€S, u,v€ V. A key aspect is to char-
acterize how a function behaves when given a linear combination as its argument, for instance f(au+bv) or
glau+bv).

1.3. Linear functionals

Consider first the case of a function defined on a set of vectors that returns a scalar value. These can be interpreted
as labels attached to a vector, and are very often encountered in applications from natural phenomena or data
analysis.

DEFINITION. (FUNCTIONAL) . A functional on vector space U = (V,S,+,-) is a function from the set of vectors V to the
set of scalars S of the vector space U.

DEFINITION. (LINEAR FUNCTIONAL) . The functional f:V — S on vector space U = (V, S, +,-) is a linear functional if for
any two vectors u,v € V and any two scalars a, b

f(au+bv)=af (u)+bf(v). (1.14)

Many different functionals may be defined on a vector space ! = (V, S, +,-), and an insightful alternative description
is provided by considering the set of all linear functionals, that will be denoted as V*={f| f: V— S}. These can be
organized into another vector space U*=(V*, S, +,-) with vector addition of linear functionals f,g€ V" and scaling
by a€ S defined by

(f+8)(u)=f(u)+g(u),(af )(u)=af (u),u€V. (1.15)
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DEFINITION. (DUAL VECTOR SPACE) . For some vector space U, the vector space of linear functionals U" is called the dual
vector space.

As is often the case, the above abstract definition can better be understood by reference to the familiar case of
Euclidean space. Consider ®,=(R%RR,+,-), the set of vectors in the plane with x €R? the position vector from the
origin (0,0) to point X in the plane with coordinates (x1,x;). One functional from the dual space ®3is fo(x)=x, i.e.,
taking the second coordinate of the position vector. The linearity property is readily verified. For x, y €®,, a, bER,

falax+by)=axy+by,=afr(x) +bfa(y).

Given some constant value h€R, the curves within the plane defined by f,(x) = h are called the contour lines or level
sets of f,. Several contour lines and position vectors are shown in Figure 1.3. The utility of functionals and dual
spaces can be shown by considering a simple example from physics. Assume that x; is the height above ground
level and a vector x is the displacement of a body of mass m in a gravitational field. The mechanical work done to
lift the body from ground level to height h is W =mgh with g the gravitational acceleration. The mechanical work
is the same for all displacements x that satisfy the equation f,(x)=h. The work expressed in units mgAh can be
interpreted as the number of contour lines f,(x)=nAh intersected by the displacement vector x. This concept
of duality between vectors and scalar-valued functionals arises throughout mathematics, the physical and social
sciences and in data science. The term “duality” itself comes from geometry. A point X in R? with coordinates
(x1,x2) can be defined either as the end-point of the position vector x, or as the intersection of the contour lines of
two functionals fi(x)=x7and f,(x) =x,. Either geometric description works equally well in specifying the position
of X, so it might seem redundant to have two such procedures. It turns out though that many quantities of interest
in applications can be defined through use of both descriptions, as shown in the computation of mechanical work

AN b I
NN

N
(e}

-1.0 -0.5 0.5 1.0

Figure 1.3. Vectors in E; and contour lines of the functional f(x)=x,

1.4. Linear mappings

Consider now functions f: V— W from vector space U= (V, S, +,-) to another vector space W =(W, T, +,-). As
before, the action of such functions on linear combinations is of special interest.

DEFINITION. (LINEAR MAPPING) . A function f:V — W, from vector space U= (V,S, +,) to vector space W =(W,S,s,0)
is called a linear mapping if for any two vectors u,v € V and any two scalars a,b€S

f(au+bv)=af(u)+bf(v). (1.16)

The image of a linear combination au + bv through a linear mapping is another linear combination af (u) + bf (v),
and linear mappings are said to preserve the structure of a vector space, and called homomorphisms in mathe-
matics. The codomain of a linear mapping might be the same as the domain in which case the mapping is said to
be an endomorphism.
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Matrix-vector multiplication has been introduced as a concise way to specify a linear combination

f(X)=AX=X]a]+"'+Xnan,

with ay,...,a, the columns of the matrix, A=[ a; ay ... a,]. This is a linear mapping between the real spaces ®,,
Rp, f:R™—R", and indeed any linear mapping between real spaces can be given as a matrix-vector product.

2. Measurements

Vectors within the real space ®,, can be completely specified by m real numbers, even though m is large in many
realistic applications. A vector within C°(R), i.e., a continuous function defined on the reals, cannot be so specified
since it would require an infinite, non-countable listing of function values. In either case, the task of describing the
elements of a vector space Ul = (V, S, +,-) by simpler means arises. Within data science this leads to classification
problems in accordance with some relevant criteria.

2.1. Equivalence classes

Many classification criteria are scalars, defined as a scalar-valued function f:U) — S on a vector space, U= (V, S, +,-).
The most common criteria are inspired by experience with Euclidean space. In a Euclidean-Cartesian model (R% R,
+,-) of the geometry of a plane I, a point O €[ is arbitrarily chosen to correspond to the zero vector 0=[ 0 0 ]7,
along with two preferred vectors ey, e; grouped together into the identity matrix 1. The position of a point X€T1
with respect to O is given by the linear combination

X
X=IX+0=[ e ez][ X1 ]=X1e1+X2e2.
2

Several possible classifications of points in the plane are depicted in Figure 1.4: lines, squares, circles. Intuitively,
each choice separates the plane into subsets, and a given point in the plane belongs to just one in the chosen family
of subsets. A more precise characterization is given by the concept of a partition of a set.

DEFINITION. (PARTITION) . A partition of a set is a grouping of its elements into non-empty subsets such that every
element is included in exactly one subset.

In precise mathematical terms, a partition of set Sis P={S;|S;c P,5;#@, i€} such that vx€S, 3! j€ [ for which x€S;.
Since there is only one set (3! signifies “exists and is unique”) to which some given x €S belongs, the subsets S; of
the partition P are disjoint, i# j= S;nSj=@. The subsets S; are labeled by i within some index set I. The index set
might be a subset of the naturals, /<IN in which case the partition is countable, possibly finite. The partitions of
the plane suggested by Figure 1.4 are however indexed by a real-valued label, i€R with /cR.

A technique which is often used to generate a partition of a vector space U =(V,S,+,-) is to define an equivalence
relation between vectors, Hc V x V. For some element u € V, the equivalence class of u is defined as all vectors v
that are equivalent to u, {v| (u,v) € H}. The set of equivalence classes of is called the quotient set and denoted as
V/H, and the quotient set is a partition of V. Figure 1.4 depicts four different partitions of the plane. These can
be interpreted geometrically, such as parallel lines or distance from the origin. With wider implications for linear
algebra, the partitions can also be given in terms of classification criteria specified by functions.
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Figure 1.4. Equivalence classes within the plane
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2.2. Norms

The partition of R? by circles from Figure 1.4 is familiar; the equivalence classes are sets of points whose position
vector has the same size, {x =[ x; x2 ]Tl (x%+xH)"2= r}, or is at the same distance from the origin. Note that
familiarity with Euclidean geometry should not obscure the fact that some other concept of distance might be
induced by the data. A simple example is statement of walking distance in terms of city blocks, in which the
distance from a starting point to an address x; =3 blocks east and x,=4 blocks north is x; + x,=7 city blocks, not the
Euclidean distance (x?+x#)"2=5 since one cannot walk through the buildings occupying a city block.

The above observations lead to the mathematical concept of a norm as a tool to evaluate vector magnitude. Recall
that a vector space is specified by two sets and two operations, U = (V, S, +,+), and the behavior of a norm with
respect to each of these components must be defined. The desired behavior includes the following properties and
formal definition.

Unique value. The magnitude of a vector v € V should be a unique scalar, requiring the definition of a func-
tion. The scalar could have irrational values and should allow ordering of vectors by size, so the function
should be from V to R, f: V—R. On the real line the point at coordinate x is at distance |x| from the origin,
and to mimic this usage the norm of v € V is denoted as |v|, leading to the definition of a function || |I:
V—R,, R,={aa€R,a=0}.

Null vector case. Provision must be made for the only distinguished element of V, the null vector 0. It is
natural to associate the null vector with the null scalar element, |0]|=0. A crucial additional property is also
imposed namely that the null vector is the only vector whose norm is zero, ||v||=0= v =0. From knowledge
of a single scalar value, an entire vector can be determined. This property arises at key junctures in linear
algebra, notably in providing a link to another branch of mathematics known as analysis, and is needed to
establish the fundamental theorem of linear algbera or the singular value decomposition encountered later.

Scaling. Transfer of the scaling operation v = au property leads to imposing |v|=l|al||ull. This property ensures
commensurability of vectors, meaning that the magnitude of vector v can be expressed as a multiple of
some standard vector magnitude |ju].

Vector addition. Position vectors from the origin to coordinates x,y >0 on the real line can be added and
Ix + y|=|x|+|yl. If however the position vectors point in different directions, x>0, y <0, then |x + y|<|x| +|y|.
For a general vector space the analogous property is known as the triangle inequality, ||u + v||<|ul +|v| for
u,vevV.
DEFINITION. (NORM) . A norm on the vector space U= (V,S,+,-) is a function || ||: V— R, that for u,v €V, a€ S satisfies:
1. |lvl[=0=v=0;
2. |laull=lalllull;
3. lu+vi<lull+]lvl.

Note that the norm is a functional, but the triangle inequality implies that it is not generally a linear functional.
Returning to Figure 1.4, consider the functions f;:R?2— R, defined for x=[ x; x, ]” through values

Fi(x) =Ixal, fo(x) =Ixal, f3(x) = X1+ Ixal, fa(x) = (x> + |x2?) V2.

Sets of constant value of the above functions are also equivalence classes induced by the equivalence relations E;
fori=1,2,3,4.

1 filkx)=c=1xl=c, Er={(x, y)l fi(x) = fily) = Ixil=lyil } SR*x R?,
2. filx)=c=Ixl=c, &={(x,y) fa(x) = foly) = Ixal = Iy2l } < R* xR,
3. filx) =e=Ixil+bal=c, Es={(x, y)I fi(x) = fa(y) <= Ixil+ bl = Iyl + lyal } R*x R%
4 filx)=c= (xal+ pal’) 2= ¢, Ea={(x, ) falx) = fily) = (P + bxal®) 2= (yal+1yal?) 2} < R R,
These equivalence classes correspond to the vertical lines, horizontal lines, squares, and circles of Figure 1.4. Not all

of the functions f; are norms since fi(x) is zero for the non-null vector x=[0 1]7, and f,(x)is zero for the non-
null vector x=[ 1 0 ]7. The functions f; and f; are indeed norms, and specific cases of the following general norm.
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DEFINITION. (p-NORM IN ® ) . The p-norm on the real vector space R ,=(R™R,+,-) for p=1 is the function || ||:
V — R, with values ||xl|,= (Ix1]P +xalP + - - - + XmlP) P, or

m 1/p
Ixll,= (Z |x,-|P) for x ER™. (1.17)
i=1

Denote by x; the largest component in absolute value of x ER™. As p increases, |x;|P becomes dominant with respect
to all other terms in the sum suggesting the definition of an inf-norm by

lIxlleo = Max |x;.
1sism
This also works for vectors with equal components, since the fact that the number of components is finite while
p—> 0 can be used as exemplified for x=[a a ... a]’, by llx|lp= (m|aP)P=m"P|a|, with m"P— 1.

Note that the Euclidean norm corresponds to p=2, and is often called the 2-norm. The analogy between vectors and
functions can be exploited to also define a p-norm for C°[a,b] = (C([a, b]),R,+,") , the vector space of continuous
functions defined on [a, b].

DEFINITION. (p-NORM IN C°[a, b]) . The p-norm on the vector space of continuous functions C°[a, b] for p=1 is the
Sfunction || ||: V — R, with values

1£1p= ([ 1F o dx) Y for £ € Cla,b]. (1.18)

The integration operation f: can be intuitively interpreted as the value of the sum )", from equation (1.17) for
very large m and very closely spaced evaluation points of the function f(x;), for instance |x;.1-x;|=(b-a)/m. An
inf-norm can also be define for continuous functions by

I flleo="sup [f(x)I,

x€[a,b]

where sup, the supremum operation can be intuitively understood as the generalization of the max operation over
the countable set {1,2,...,m} to the uncountable set [a, b].
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Figure 1.5. Regions within R? for which lIxllp<1, for p=1,2,3, c0.

- Vector norms arise very often in applications since they can be used to classify data, and are implemented in
most software systems as a norm(x,p) to evaluate the p-norm of a vector x, with p=2 as the default.

2.3. Inner product

Norms are functionals that define what is meant by the size of a vector, but are not linear. Even in the simplest
case of the real line, the linearity relation |x + y|=|x| +|y| is not verified for x>0, y <0. Nor do norms characterize
the familiar geometric concept of orientation of a vector. A particularly important orientation from Euclidean
geometry is orthogonality between two vectors. Another function is required, but before a formal definition some
intuitive understanding is sought by considering vectors and functionals in the plane, as depicted in Figure 1.6.
Consider a position vector x =[ x; x, ]T€R? and the previously-encountered linear functionals

ﬁ,fz:]R2—>]R,ﬁ(x) = X1, fo(x) =x,.
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The x; component of the vector x can be thought of as the number of level sets of f; times it crosses; similarly for
the x, component. A convenient labeling of level sets is by their normal vectors. The level sets of f; have normal
el =[ 1 0], and those of f, have normal vector e] =[ 0 1]. Both of these can be thought of as matrices with two
columns, each containing a single component. The products of these matrices with the vector x gives the value of
the functionals fi,

eTx-[1 0] 30 |- 1xi 0= itw),
T X
e;x=[01 ][ X2]=0'X1+1'X2=X1=fZ(X)'

N
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Figure 1.6. Euclidean space E; and its dual E;.
In general, any linear functional f defined on the real space ®,, can be labeled by a vector
aT=[ a az ... am ),
and evaluated through the matrix-vector product f(x)=a’x. This suggests the definition of another function s:
R™"xR™—R,
s(a,x) =a'x.
The function s is called an inner product, has two vector arguments from which a matrix-vector product is formed

and returns a scalar value, hence is also called a scalar product. The definition from an Euclidean space can be
extended to general vector spaces. For now, consider the field of scalars to be the reals S=R.

DEFINITION. (INNER PRODUCT) . An inner product in the vector space U = (V,R,+,-) is a function s: V x V — R with
properties

Symmetry. For any a,x€V, s(a,x)=5s(x,a).

Linearity in second argument. For any a,x,y €V, a,f€R, s(a,ax+Py)=as(a,x) +Ps(a,y).

Positive definiteness. For any x € V\{0}, s(x, x) > 0.
The inner product s(a,x) returns the number of level sets of the functional labeled by a crossed by the vector x, and

this interpretation underlies many applications in the sciences as in the gravitational field example above. Inner
products also provide a procedure to evaluate geometrical quantities and relationships.

Vector norm. In &, the number of level sets of the functional labeled by x crossed by x itself is identical to
the square of the 2-norm
S(x,x) =xx= ||x\|%.
In general, the square root of s(x,x) satisfies the properties of a norm, and is called the norm induced by
an inner product

I xll=s(x,x)V2

A real space together with the scalar product s(x, y) = x"y and induced norm x| = s(x, x)"? defines an
Euclidean vector space &,
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Orientation. In &, the point specified by polar coordinates (r, 8) has the Cartesian coordinates x; = rcos 8,
x2=rsin 0, and position vector x=[ x; x; ]”. The inner product

elx=[1 0][2]:1-x1+0~x2=rc050,

is seen to contain information on the relative orientation of x with respect to e;. In general, the angle 6
between two vectors x, y with any vector space with a scalar product can be defined by

S(X’Y) =5(X’Y)
[s(x,x)s(y,y)]72 Ixllliyll’
__xly
iyl

cos 0=

which becomes

cos 0

in a Euclidean space, x, y €R™.

Orthogonality. In &, two vectors are orthogonal if the angle between them is such that cos 8 =0, and this
can be extended to an arbitrary vector space U= (V,R,+,-) with a scalar product by stating that x, y € V are
orthogonal if s(x, y) =0. In &, vectors x, y ER™ are orthogonal if x"y =0.

3. Linear mapping composition

3.1. Matrix-matrix product
From two functions f:A— B and g: B— C, a composite function, h=g- f, h:A— C is defined by
h(x) =g(f (x)).

Consider linear mappings between Euclidean spaces f:R"—R"™, g:R™— RP. Recall that linear mappings between
Euclidean spaces are expressed as matrix vector multiplication

f(x)=Ax,g(y)=By,ACR™", BERP".
The composite function h=g - f is h:R"— RP, defined by
h(x)=g(f(x))=g(Ax)=BAx.

Note that the intemediate vector u = Ax is subsequently multiplied by the matrix B. The composite function A is
itself a linear mapping

h(ax+by)=BA(ax+by)=B (aAx+bAy)=B(au+bv)=aBu+bBv=aBAx+bBAy=ah(x)+bh(y),
so it also can be expressed a matrix-vector multiplication
h(x)=Cx=BAx. (1.23)
Using the above, C is defined as the product of matrix B with matrix A
C=BA.

The columns of C can be determined from those of A by considering the action of h on the the column vectors of
the identity matrix I=[ e; e; ... e, ]ER™". First, note that

1 0 0
0 : :
Aej=[a1 ay ... ap]| : =a1,...,Aej=[a1 ay ... ap]| 1 =aj,Ae,,=[a1 a; ... ap]| : [=an (1.24)
: : 0
0 0 1
The above can be repeated for the matrix C=[ ¢; ¢; ... ¢, ] giving
h(e1)=Ce1=c1,...,h(ej)=Cej=Cj,...,h(en)=Cen=cn. (1.25)

Combining the above equations leads to c¢;= Baj, or

C=[c1 c ... cn]=B[a1 a ... an].
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o From the above the matrix-matrix product C = BA is seen to simply be a grouping of all the products of B with
the column vectors of A,

C=[c1 c ... cn:|=[Ba1 Ba; ... Ban].

Summary.

« Linear functionals f:l) — S attach a scalar label to a vector, and preserve linear combinations
f(au+bv)=af (u)+bf(v)
« Linear functionals arise when establish vector magnitude and orientation

« Linear mappings g:Ul — U establish correspondences between vector spaces and preserve linear combina-
tions

glau+bv)=ag(u)+bg(v)

« Composition of linear mappings is represented through matrix multiplication

LECTURE 6: FUNDAMENTAL MATRIX SPACES

1. Vector Subspaces

A central interest in scientific computation is to seek simple descriptions of complex objects. A typical situation is
specifying an instance of some object of interest through an m-tuple v €R™ with large m. Assuming that addition
and scaling of such objects can cogently be defined, a vector space is obtained, say over the field of reals with an
Euclidean distance, E,. Examples include for instance recordings of medical data (electroencephalograms, elec-
trocardiograms), sound recordings, or images, for which m can easily reach into the millions. A natural question
to ask is whether all the m real numbers are actually needed to describe the observed objects, or perhaps there is
some intrinsic description that requires a much smaller number of descriptive parameters, that still preserves the
useful idea of linear combination. The mathematical transcription of this idea is a vector subspace.

DEFINITION. (VECTOR SUBSPACE) . U = (U, S,+,-), U#®, is a vector subspace of vector space = (V, S, +,-) over the same
field of scalars S, denoted by U <U, if UcV and Ya,b€ S, Yu,v € U, the linear combination au + bv € U.

The above states a vector subspace must be closed under linear combination, and have the same vector addition
and scaling operations as the enclosing vector space. The simplest vector subspace of a vector space is the null
subspace that only contains the null element, U={0}. In fact any subspace must contain the null element 0, or
otherwise closure would not be verified for the particular linear combination u + (-u)=0. If Uc V, then U is said
to be a proper subspace of U, denoted by U <.

- Setting n- m components equal to zero in the real space ®,, defines a proper subspace whose elements can
be placed into a one-to-one correspondence with the vectors within ®,. For example, setting component m of
xER™equal to zero gives x=[ x; X2 ... Xm_1 0 ]7 that while not a member of R™"', it is in a one-to-one relation
with x'=[ x1 X2 ... X;n1]T €R™ . Dropping the last component of y€R™, y=[y1 y2 ... Ym1 ym]' gives
vector y'=[ y1 ¥2 ... ym1 JER™, but this is no longer a one-to-one correspondence since for some given y/,
the last component y,, could take any value.
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Vector subspaces arise in decomposition or partitioning of a vector space. The converse, composition of vector
spaces U =(U,S,+,-),=(V,S,+,) is defined in terms of linear combination. A vector x €R? can be obtained as the
linear combination

X1 X1 0
xX=| Xy |= 0 |+ X2 |,
X3 0 X3
but also as
X1 X1 0
x=| X2 |=| Xo—a |+| a |,
X3 0 X3

for some arbitrary a€R. In the first case, x is obtained as a unique linear combination of a vector from the set
U={[ x1 0 0]7|x;€R} with a vector from V={[ 0 xo x3]7| x5, x;€R}. In the second case, there is an infinity of
linear combinations of a vector from V with another from W = {[ x1 x2 0 ]TI X],XzG]R} to the vector x. This is
captured by a pair of definitions to describe vector space composition.

DEFINITION. Given two vector subspaces U = (U, S, +,-), U= (V,S,+,-) of the space Wl = (W, S, +,-), the sum is the vector
space U+U=(U+V,S,+,-), where the sum of the two sets of vectors U,V is U+ V={u+v|u€U,veEV}.

DEFINITION. Given two vector subspaces U= (U,S,+,-),0=(V,S,+,-) of the space W = (W, S, +,-), the direct sum is the
vector space ol =(Ue V,S,+,-), where the direct sum of the two sets of vectors U,Vis Ue V={u+v|Au€U,3lveV}.
(unique decomposition)

> Since the same scalar field, vector addition, and scaling is used , it is more convenient to refer to vector space
sums simply by the sum of the vector sets U+ V, or Ue V, instead of specifying the full tuplet for each space.
This shall be adopted henceforth to simplify the notation.

In the previous example, the essential difference between the two ways to express x €R? is that Un V = {0}, but
VaW={[0 a 0]"a€R}+{0}, and in general if the zero vector is the only common element of two vector spaces
then the sum of the vector spaces becomes a direct sum. In practice, the most important procedure to construct
direct sums or check when an intersection of two vector subspaces reduces to the zero vector is through an inner
product.

DEFINITION. Two vector subspaces U,V of the real vector space R™ are orthogonal, denoted as ULV if u"v =0 for any
ueU,veV.

DEFINITION. Two vector subspaces U,V of U+ V are orthogonal complements, denoted U= V*, V = U* if they are orthog-
onal subspaces, ULV, and Un V ={0}, i.e., the null vector is the only common element of both subspaces.

The above concept of orthogonality can be extended to other vector subspaces, such as spaces of functions. It can
also be extended to other choices of an inner product, in which case the term conjugate vector spaces is sometimes
used. The concepts of sum and direct sum of vector spaces used linear combinations of the form u + v. This notion
can be extended to arbitrary linear combinations.

DEFINITION. In vector space U= (V,S, +,-), the span of vectors ay, a,,...,a,€ V, is the set of vectors reachable by linear
combination

span{ay, ay,...,an} ={b€ V|3xy,...,xp,€Ssuchthat b=xqa;+...+xpan}.
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Note that for real vector spaces a member of the span of the vectors {ay, a,...,an} is the vector b obtained from the
matrix vector multiplication

X1
b=Ax=[a; ay ... ap | )fz

Xn
From the above, the span is a subset of the co-domain of the linear mapping f(x) = Ax.

2. Vector subspaces of a linear mapping

The wide-ranging utility of linear algebra results from a complete characterization of the behavior of a linear
mapping between vector spaces f:U—V, f(au+bv)=af (u)+bf(v). For some given linear mapping the questions
that arise are:

1. Can any vector within V be obtained by evaluation of £?
2. Is there a single way that a vector within V can be obtained by evaluation of £?

Linear mappings between real vector spaces £:R”— R™, have been seen to be completely specified by a matrix
A€ER™" It is common to frame the above questions about the behavior of the linear mapping £ (x) = Ax through
sets associated with the matrix A. To frame an answer to the first question, a set of reachable vectors is first defined.

DEFINITION. The column space (or range) of matrix A€R™" is the set of vectors reachable by linear combination of the
matrix column vectors

C(A)=range(A) ={b€R"3Ix€R"suchthat b=Ax}.

By definition, the column space is included in the co-domain of the function f(x) = Ax, C(A) =R™, and is readily
seen to be a vector subspace of R™. The question that arises is whether the column space is the entire co-domain
C(A) =R that would signify that any vector can be reached by linear combination. If this is not the case then the
column space would be a proper subset, C(A) cR™, and the question is to determine what part of the co-domain
cannot be reached by linear combination of columns of A. Consider the orthogonal complement of C(A) defined
as the set vectors orthogonal to all of the column vectors of A, expressed through inner products as

a]-ry=0,a£ry=0,...,a,-,ry=0.

This can be expressed more concisely through the transpose operation

-
aj ay
T T
T a ay

A=[a1 a; an],Ay= : . s
T T
an any

and leads to the definition of a set of vectors for which ATy =0
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DEFINITION. The left null space (or cokernel) of a matrix A€R™ " is the set

N(AT) =null(AT) ={y €R™ ATy =0}.

Note that the left null space is also a vector subspace of the co-domain of £(x)=Ax, N(AT) cR™. The above
definitions suggest that both the matrix and its transpose play a role in characterizing the behavior of the linear
mapping f = Ax, so analagous sets are define for the transpose A’.

DEFINITION. The row space (or corange) of a matrix A€ER™" s the set
R(A)=C(AT)=range(AT)={c€ER"IyER™c=ATy}cR"
DEFINITION. The null space of a matrix A€R™" is the set

N(A)=null(A) ={x€R"Ax=0}cR"

Examples. Consider a linear mapping f:R"—R™, defined by y=f(x)=Ax=[y; ... yn ], with A€R™",

1. Forn=1,m=3,

the column space C(A) is the y;-axis, and the left null space N(AT) is the y,ys-plane.

2. Forn=2, m=3,

—_

0
0

the columns of A are colinear, a; =-a;, and the column space C(A) is the y;-axis, and the left null space
N(AT) is the y,ys-plane, as before.

3. Forn=2, m=3,

the column space C(A) is the y;y,-plane, and the left null space N(AT) is the y;-axis.

4. Forn=2, m=3,

the same C(A), N(AT) are obtained.
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5. Forn=3, m=3,

11 3
A=|1 -1 -1]|=[ay a; a3 ],
1T 1 3
111 al aly
AT=[1 -1 1|=|a] |\ATy=| aly
3 -1 af aly

since a3=a; + 2a,, the orthogonality condition ATy =0 is satisfied by vectors of form y=[ a 0 -a ], a€R.

The above low dimensional examples are useful to gain initial insight into the significance of the spaces C(A), N(A”).
Further appreciation can be gained by applying the same concepts to processing of images. A gray-scale image
of size py by p, pixels can be represented as a vector with m=p,p, components, b€[0,1]"cR"™. Even for a small
image with p, = p, =128 =27 pixels along each direction, the vector b would have m=2"* components. An image
can be specified as a linear combination of the columns of the identity matrix

b
b=lb=[e1 ey ... em] b,2

b

with b; the gray-level intensity in pixel i. Similar to the inclined plane example from §1, an alternative description
as a linear combination of another set of vectors ay,..., a,; might be more relevant. One choice of greater utility for
image processing mimics the behavior of the set {1,cost,cos2t,...,sint,sin2t,...} that extends the second example
in §1, would be for m=4

A=[a1 ap aj a4]=

_._‘_;_‘
OO A -
© m O -
O nno

3. Linear dependence

For the simple scalar mapping f:R—R, f(x)=ax, the condition f(x)=0implies either that a=0 or x=0. Note that
a=0 can be understood as defining a zero mapping f (x)=0. Linear mappings between vector spaces, f: U— V, can
exhibit different behavior, and the condtion £ (x) = Ax =0, might be satisfied for both x #0, and A #0. Analogous to
the scalar case, A=0 can be understood as defining a zero mapping, f(x) =0.

In vector space U =(V, S, +,-), vectors u, v € V related by a scaling operation, v = au, a€ S, are said to be colinear,
and are considered to contain redundant data. This can be restated as v € span{u}, from which it results that
span{u}=span{u,v}. Colinearity can be expressed only in terms of vector scaling, but other types of redundancy
arise when also considering vector addition as expressed by the span of a vector set. Assuming that v &span{u},
then the strict inclusion relation span{u} cspan{u,v} holds. This strict inclusion expressed in terms of set concepts
can be transcribed into an algebraic condition.

DEFINITION. The vectors ay, ay,...,an€ V,are linearly dependent if there exist n scalars, xi,...,x,€ S, at least one of which
is different from zero such that

Xja1+...+Xpap=0.
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Introducing a matrix representation of the vectors

X1
X
A=[a1 a ... an];x= ,2
Xn

allows restating linear dependence as the existence of a non-zero vector, 3x #0, such that Ax=0. Linear dependence
can also be written as Ax =0=5 x =0, or that one cannot deduce from the fact that the linear mapping f(x) = Ax
attains a zero value that the argument itself is zero. The converse of this statement would be that the only way to
ensure Ax =0 is for x=0, or Ax=0= x =0, leading to the concept of linear independence.

DEFINITION. The vectors ay, a,...,a,€ V, are linearly independent if the only n scalars, x,...,x,€S, that satisfy

Xja7+ ...+ Xpap=0, (1.33)
are x1=0, x,=0,...,x,=0.
4. Basis and dimension
Vector spaces are closed under linear combination, and the span of a vector set 8 ={ay, ay,...} defines a vector
subspace. If the entire set of vectors can be obtained by a spanning set, V =span 8, extending @ by an additional

element C=Bu{b} would be redundant since span @ =spanC. This is recognized by the concept of a basis, and also
allows leads to a characterization of the size of a vector space by the cardinality of a basis set.

DEFINITION. A set of vectors un,...,u,€ V is a basis for vector space U= (V,S,+,-) if
1. uy,...,up are linearly independent;

2. span{uy,...,up}=V.

DEFINITION. The number of vectors un,...,u,€ V within a basis is the dimension of the vector space U = (V, S, +,).

5. Dimension of matrix spaces
The domain and co-domain of the linear mapping f: U— V, f(x) = Ax, are decomposed by the spaces associated
with the matrix A. When U=R", V=R™, the following vector subspaces associated with the matrix A€R™ " have
been defined:

« C(A) the column space of A

« C(A") the row space of A

« N(A) the null space of A

«  N(AT) the left null space of A, or null space of A"

DEFINITION. The rank of a matrix AER™" s the dimension of its column space and is equal to the dimension of its row
space.

DEFINITION. The nullity of a matrix A€ER™" is the dimension of its null space.
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FUNDAMENTAL THEOREM OF LINEAR ALGEBRA

1. Partition of linear mapping domain and codomain

A partition of a set S has been introduced as a collection of subsets P={S;|S;c P, S;#®} such that any given element
x €S belongs to only one set in the partition. This is modified when applied to subspaces of a vector space, and a
partition of a set of vectors is understood as a collection of subsets such that any vector except 0 belongs to only
one member of the partition.

Linear mappings between vector spaces f: U— V can be represented by matrices A with columns that are images
of the columns of a basis {uy, up,...} of U

A=[ f(uy) f(up) ... ]
Consider the case of real finite-dimensional domain and co-domain, f:R"— R™, in which case A€R™",

A=[f(e1) f(ep) ... f(en) |=[ a1 a2 ... an].

- Example 1.1. Rotation by 6 in R? is obtained from

f(e])=[c050]’f<ez)=[ —sin@]

sin 0 cos O
leading to

[ cos® -sin@

" | sin@ cos@ |

The column space of A is a vector subspace of the codomain, C(A) <R™, but according to the definition of dimen-
sion if n<m there remain non-zero vectors within the codomain that are outside the range of A,

n<m=3IveER™,v+0,v&C(A).

All of the non-zero vectors in N(AT), namely the set of vectors orthogonal to all columns in A fall into this category.
The above considerations can be stated as

C(A)<R™ N(AT)<R™ C(A)LN(AT) C(A)+N(AT)<R™.
The question that arises is whether there remain any non-zero vectors in the codomain that are not part of C(A)
or N(AT). The fundamental theorem of linear algebra states that there no such vectors, that C(A) is the orthogonal
complement of N(AT), and their direct sum covers the entire codomain C(A) @ N(AT) =R™.
LEMMA 1.2. Let U, U, be subspaces of vector space W. Then W =U el if and only if
i W=U+U, and
ii. Unl={0}.

Proof. W =l e = W =U+U by definition of direct sum, sum of vector subspaces. To prove that W=Uel=Unl =
{0}, consider wellnll. Since well and w el write

w=w+0 (well,0el), w=0+w (0€U,well),
and since expression w = u + v is unique, it results that w =0. Now assume (i),(ii) and establish an unique decomposition.
Assume there might be two decompositions of w €U, w = uq+ vy, w = uy+ vy, With uy, uy €U, vy, v,€U. Obtain uy+ vy =

uy+ vy, Or x=uy—uy=vy—vy. Since x €U and x €V it results that x =0, and u; = u,, vi=v,, i.e., the decomposition is
unique. i

In the vector space U+ V the subspaces U, V are said to be orthogonal complements if ULV, and Un V ={0}. When
U=<R™ the orthogonal complement of U is denoted as U*, Us U+ =R"™.

THEOREM. Given the linear mapping associated with matrix A€R™" we have:
1. C(A) @ N(AT) =R™, the direct sum of the column space and left null space is the codomain of the mapping
2. C(AT) @ N(A)=R", the direct sum of the row space and null space is the domain of the mapping
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3. C(A)LN(AT) and C(A) n N(AT) = {0}, the column space is orthogonal to the left null space, and they are
orthogonal complements of one another,

C(A)=N(AT)L, N(AT)=C(A)*.

4. C(AT)LN(A) and C(AT)n N(A) ={0}, the row space is orthogonal to the null space, and they are orthogonal
complements of one another,

C(AT)=N(A)L, N(A)=C(AT)*.

A E RT’LXTL
o E— A:R"— R™
r =rank(A)

m

R*=C(AT)® N(A) usuallym>n R™=N(AT)® C(A)
C(AT)LN(A) N(AT)LC(A)

Figure 1.7. Graphical represenation of the Fundamental Theorem of Linear Algebra, Gil Strang, Amer. Math. Monthly 100, 848-855,
1993.

Consideration of equality between sets arises in proving the above theorem. A standard technique to show set
equality A= B, is by double inclusion, Ac BABc A= A= B. This is shown for the statements giving the decomposi-
tion of the codomain R™. A similar approach can be used to decomposition of R".

i. C(A)LN(AT) (column space is orthogonal to left null space).

Proof. Consider arbitrary u € C(A),v € N(AT). By definition of C(A), 3x €R” such that u = Ax, and by

definition of N(AT), ATv =0. Compute u’v = (Ax)Tv=xTATv =xT(ATv) =xT0=0, hence u_Lv for arbitrary u,

v,and C(A)LN(AT). o
ii. C(A)nN(AT)={0} (0 is the only vector both in C(A) and N(AT)).

Proof. (By contradiction, reductio ad absurdum). Assume there might be b€ C(A) and b€ N(AT) and b +0.

Since b€ C(A), 3xER" such that b=Ax. Since bE N(AT), ATb=AT(Ax)=0. Note that x #0 since x=0= b =0,

contradicting assumptions. Multiply equality AT Ax =0 on left by x”,

x"ATAx=0= (Ax)T(Ax) =b"b=|b|*=0,

thereby obtaining b =0, using norm property 3. Contradiction.
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o
ii. C(A)eN(AT)=R"
Proof. (iii) and (iv) have established that C(A), N(A") are orthogonal complements
C(A)=NANDL N =C(A)
By Lemma 2 it results that C(A) @ N(AT) =R™. o

The remainder of the FTLA is established by considering B= A", e.g., since it has been established in (v) that C(B) @
N(AT) =R", replacing B=A" yields C(AT) @ N(A) =R™, etc.

Summary.

« Vector subspaces are subsets of a vector space closed under linear combination

« The simplest vector subspace is {0}

« Linear mappings are represented by matrices

« Associated with matrix A€R™" that represents mapping f:R”—R" are four fundamental subspaces:
1. C(A)<R™ the column space of A containing vectors breachable by Ax, b=Ax
2. N(AT)<R™ the left null space of A containing vectors y orthogonal to columns A, ATy =0
3. C(AT)<R" the row space of A

4. N(A)<R”" the null space of A

LECTURE 7: THE SINGULAR VALUE DECOMPOSITION

1. Mappings as data

1.1. Vector spaces of mappings and matrix representations

A vector space £ can be formed from all linear mappings from the vector space U = (U, S, +,-) to another vector
space U=(V,S,+,-)

L={LS,+,}, L={fIf:U—=V,f(au+bv)=af (u)+bf(v)},
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with addition and scaling of linear mappings defined by (f + g)(u) =f(u) + g(u) and (af)(u)=af(u). Let B=
{u1, uy, ...} denote a basis for the domain U of linear mappings within £, such that the linear mapping f € £ is
represented by the matrix

A=[ F(m) Fu) ... ].

When the domain and codomain are the real vector spaces U=R", V=R™, the above is a standard matrix of real
numbers, AER™". For linear mappings between infinite dimensional vector spaces, the matrix is understood in a
generalized sense to contain an infinite number of columns that are elements of the codomain V. For example, the
indefinite integral is a linear mapping between the vector space of functions that allow differentiation to any order,

f:C“’—>C°° v(t) =j u(t) dt
and for the monomial basis B={1,t,t%...}, is represented by the generalized matrix
A=ty 36 .

Truncation of the MacLaurin series u(t) =Y., u;t/, with uj=u"(0)/!€R to n terms, and sampling of u€C* at

j=1
points ty,..., t,, forms a standard matrix of real numbers

Values of function u€C* at ty,..., t, are approximated by
u=Bx=[ u(ty) ... u(ty) ]T,

with x denoting the coordinates of u in basis B. The above argument states that the coordinates y of v, the
primitive of u are given by

y =Ax,

as can be indeed verified through term-by-term integration of the MacLaurin series.

As to be expected, matrices can also be organized as vector space «, which is essentially the representation of the
associated vector space of linear mappings,

M=(M,S,+,-) M={A|A=] F(u1) f(uz) ... ]}.
The addition C=A+ B and scaling § =aR of matrices is given in terms of the matrix components by

C,‘j= a,-j+ b,‘j, S,'j= arij .
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1.2. Measurement of mappings

From the above it is apparent that linear mappings and matrices can also be considered as data, and a first step in
analysis of such data is definition of functionals that would attach a single scalar label to each linear mapping of
matrix. Of particular interest is the definition of a norm functional that characterizes in an appropriate sense the
size of a linear mapping.

Consider first the case of finite matrices with real components A €R™ " that represent linear mappings between
real vector spaces f:R™—R". The columns ay,...,a, of AER™" could be placed into a single column vector ¢ with
mn components

Subsequently the norm of the matrix A could be defined as the norm of the vector ¢. An example of this approach
is the Frobenius norm

m n 1/2
lAllr=lielo=| > |a,-,-2J :

i=1 j=1

A drawback of the above approach is that the structure of the matrix and its close relationship to a linear mapping
is lost. A more useful characterization of the size of a mapping is to consider the amplification behavior of linear
mapping. The motivation is readily understood starting from linear mappings between the reals f:R — R, that are
of the form f(x)=ax. When given an argument of unit magnitude |x|=1, the mapping returns a real number with
magnitude |al. For mappings f:R*— R? within the plane, arguments that satisfy ||x||,= 1 are on the unit circle with
components x =[ cos 6 sin 8 ] have images through f given analytically by

f(x)=Ax=[ a az][ Z?jg]=c050a1+sin0az,

and correspond to ellipses.

Figure 1.8. Mapping of unit circle by f(x)=Ax, A =[ ; _1] ]
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From the above the mapping associated A amplifies some directions more than others. This suggests a definition
of the size of a matrix or a mapping by the maximal amplification unit norm vectors within the domain.

DEFINITION. For vector spaces U, V with norms | |ly: U —R., llly: V—R,, the induced norm of f:U— Vis

IFll= sup [If (x)llv.

lIxlly=1

DEFINITION. For vector spaces R",R™ with norms || 1M: U—R,, [1'™: V —R,, the induced norm of matrix AER™" s

IAll= sup [lAx]™.
IxlM=1

In the above, any vector norm can be used within the domain and codomain.

2. The Singular Value Decomposition (SVD)

The fundamental theorem of linear algebra partitions the domain and codomain of a linear mapping f: U— V. For
real vectors spaces U=R", V=R" the partition properties are stated in terms of spaces of the associated matrix A as

C(A)eN(AT)=R™ C(A)LN(AT) C(AT)eN(A)=R" C(AT)LN(A).

The dimension of the column and row spaces r=dim C(A) =dim C(AT) is the rank of the matrix, n-r is the nullity
of A, and m-r is the nullity of A™. A infinite number of bases could be defined for the domain and codomain. It is
of great theoretical and practical interest to define bases with properties that facilitate insight or computation.

2.1. Orthogonal matrices

The above partitions of the domain and codomain are orthogonal, and suggest searching for orthogonal bases
within these subspaces. Introduce a matrix representation for the bases

U=[uj ug ... up JER™™ V=[vq vy ... v, JER™",
with C(U)=R™and C(v)=R". Orthogonality between columns u;, u; for i+ j is expressed as u/ u;=0. For i=j, the

inner product is positive u/ u;>0, and since scaling of the columns of U preserves the spanning property C(U)=R™,
it is convenient to impose u/ u;=1. Such behavior is concisely expressed as a matrix product

v'u=1,,

with 1, the identity matrix in R™. Expanded in terms of the column vectors of U the first equality is

T T T T
uq uiuy uqupy ... uUujunp
T T T T
T uj uui uup; ... Uupmy
[u1 upy ... um] [u1 uy ... um]= R [u1 uy ... um]= 2 A X =1In.

um, u,7,—,u1 u,7,;u2 u,7,—,um
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It is useful to determine if a matrix X exists such that UX =1, or
UX=U[X] X2 ... Xm]=[ el ey ... em].

The columns of X are the coordinates of the column vectors of I, in the basis U, and can readily be determined

T T T
Uxj=ej= U Uxj=U"ej= Iyxj= ej:xj:(u )j’

where (U"); is the j" column of U, hence X = U, leading to

viv=1=uu’.

Note that the second equality

[u1 upy ... u,-,,][u1 up ... u,-,,]T=[u1 upy ... u,-,,] =u1u1T+u2u2T+--~+u,.,,u,?,—,=l

acts as normalization condition on the matrices U; = ujujT.

DEFINITION. A square matrix U is said to be orthogonal if UTU =UUT = 1.

2.2. Intrinsic basis of a linear mapping

Given a linear mapping f: U— V, expressed as y = f(x) = Ax, the simplest description of the action of A would
be a simple scaling, as exemplified by g(x) =ax that has as its associated matrix af. Recall that specification of
a vector is typically done in terms of the identity matrix b =1b, but may be more insightfully given in some other
basis Ax = 1b. This suggests that especially useful bases for the domain and codomain would reduce the action of a
linear mapping to scaling along orthogonal directions, and evaluate y = Ax by first re-expressing y in another basis
U, Us =y and re-expressing x in another basis V, Vr=Ix. The condition that the linear operator reduces to simple
scaling in these new bases is expressed as s;=o;r; for i=1,...,min (m, n), with o; the scaling coefficients along each
direction which can be expressed as a matrix vector product s =X r, where X€R™ " is of the same dimensions as A
and given by

0 oy ...

oS O O
o

Imposing the condition that U, v are orthogonal leads to

Us=yﬂs=UTy, Vr=x=>r=VTx,
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which can be replaced into s =X r to obtain
UTy=Svix=y-UXVvx.
From the above the orthogonal bases U, V and scaling coefficients X that are sought must satisfy A=UX V',

THEOREM. Every matrix A€ER™" has a singular value decomposition (SVD)

A=UXIVT,
with properties:
1. UER™"™ js an orthogonal matrix, viu =1,
2. VER™™ s an orthogonal matrix, viv=1,

3. XER™" is diagonal, X =diag(oy,...,0p), p=min(m,n), and 012 0,2 ---20,20.

Proof. The proof of the SVD makes use of properties of the norm, concepts from analysis and complete induction.
Adopting the 2-norm set o1=|All,,

1= sup [[Ax]l.
lIxll2=1

The domain ||x|l,=1 is compact (closed and bounded), and the extreme value theorem implies that f (x) = Ax attains
its maxima and minima, hence there must exist some vectors uy, vy of unit norm such that oy u;=Avi= o1= ul Avy.
Introduce orthogonal bases Uy, V; for R™,R" whose first column vectors are uy, vy, and compute

ufl

U, TAv=| [AV1H.AW]=[?

T
um

T

Yil-c.
B

T

In the above w' is a row vector with n- 1 components ul A vj,j=2,..,n,and ul Avy must be zero for uy to be the direction

along which the maximum norm ||Av4|| is obtained. Introduce vectors

o1 c
= yZ = =
y=| . y

2 2 2 2 2 .
and |Cyla=llzll2> ot + w'w +[Bwli> of + wiw =|lyl3= o+ wlw llylo. From |U;TAVil=l|Al =01 =ICl[> o + w'w it
results that w=0. By induction, assume that B has a singular value decomposition, B = U, X, V), such that

(1o
0 U,

and the orthogonal matrices arising in the singular value decomposition of A are

T T
sl S o
2 2

O']2+ WTW
Bw ’

[oF] OT

;
U TAV, =
0 U3V

5

o 0T 107
022 OVZT
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The scaling coefficients oj are called the singular values of A. The columns of U are called the left singular vectors,
and those of V are called the right singular vectors.

The fact that the scaling coefficients are norms of A and submatrices of A, o1=||A|, is crucial importance in appli-
cations. Carrying out computation of the matrix products

(o7 O 00 0 w» ol
0 0y ... 00..0]| v g

0 : O3V
A=|:U1 uy ... Up Uppq ... um] 0 0 Oy 0...0 VrT =[U1 uy ... Up Upy1 ... um] T
0 0 00..0],r Orvr

L r+1 .

: : 0

100 0 0. 0__ vi |

leads to a representation of A as a sum

p
A= Z oiuv], r<min (m,n).
i=1

A= O']U1V1T+ O'2u2V2T+ cee O',u,vrT

Each product ujv] is a matrix of rank one, and is called a rank-one update. Truncation of the above sum to p terms
leads to an approximation of A

p

= T

A =AP=Z oiujv; .
i=1

In very many cases the singular values exhibit rapid, exponential decay, 01> 03> - -+, such that the approximation
above is an accurate representation of the matrix A.

Figure 1.9. Successive SVD approximations of Andy Warhol's painting, Marilyn Diptych (~1960), with k=10, 20,40 rank-one updates.

2.3. SVD solution of linear algebra problems

The SVD can be used to solve common problems within linear algebra.
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Change of coordinates. To change from vector coordinates b in the canonical basis 1 €R™" to coordinates x in
some other basis A€R™ ™, a solution to the equation I1b=Ax can be found by the following steps.

1. Compute the SVD, UX v = 4;
2. Find the coordinates of b in the orthogonal basis U, c¢= U b;

3. Scale the coordinates of ¢ by the inverse of the singular values y;=c;/o;, i=1,...,m, such that Xy =c is
satisfied;

4. Find the coordinates of y in basis V', x = vy.

Best 2-norm approximation. In the above A was assumed to be a basis, hence r=rank(A) =m. If columns of A do
not form a basis, r<m, then b €R™ might not be reachable by linear combinations within C(A). The closest vector
to b in the norm is however found by the same steps, with the simple modification that in Step 3, the scaling is
carried out only for non-zero singular values, y;=c;/ o}, i=1,...,r.

The pseudo-inverse. From the above, finding either the solution of Ax =1b or the best approximation possible if
A is not of full rank, can be written as a sequence of matrix multiplications using the SVD

(USVx=b=U XV x)=b= V' x)=UTh=V x=3"UTb=x=VvI"U"b,

where the matrix X* € R™™ (notice the inversion of dimensions) is defined as a matrix with elements ;' on the
diagonal, and is called the pseudo-inverse of X. Similarly the matrix

Ar=vItuT

that allows stating the solution of Ax =b simply as x=A" b is called the pseudo-inverse of A. Note that in practice
A* is not explicitly formed. Rather the notation A* is simply a concise reference to carrying out steps 1-4 above.

LECTURE 8: LEAST SQUARES PROBLEMS

A typical scenario in many sciences is acquisition of m numbers to describe some object that is understood to
actually require only n< m parameters. For example, m voltage measurements u; of an alternating current could
readily be reduced to three parameters, the amplitude, phase and frequency u(t) =asin(wt+ ). Very often a simple
first-degree polynomial approximation y =ax + b is sought for a large data set D ={(x;, y;),i=1,...,m}. All of these
are instances of data compression, a problem that can be solved in a linear algebra framework.

1. Projection

Consider a partition of a vector space U into orthogonal subspaces U= Ve W, V=W W=V, Within the typical
scenario described above U=R"™, VcR™, WcR", dimV=n,dmW=m-n. If v=[ v; ... v, ]ER™"is a basis for V
and W=[wq ... wp_p ]G]R’"X(’""” is a basis for W,then U=[ vi ... v, wq ... wp_p]isa basisfor U. Even though
the matrices V, W are not necessarily square, they are said to be orthonormal, in the sense that all columns are of
unit norm and orthogonal to one another. Computation of the matrix product v’V leads to the formation of the
identity matrix within R”

T T T T
\ 4 ViVvy viVvy ... V1Vp

v2TV1 V2TV2 VZTVn

[v1 vy ... Vn]= =1,

v,7,— v,-,rv1 v,-,rvz v,7,—v,,
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Similarly, W™W =1,,_,. Whereas for the square orthogonal matrix U multiplication both on the left and the right
by its transpose leads to the formation of the identity matrix

vlvu=uu'=1,,
the same operations applied to rectangular orthonormal matrices lead to different results
T
Vi n
VTV= I, VVT= [ Vi V) ... Vg ] V,z = Z V,'V,-T, I’ank(v,-v,-T) =1

i=1
Vn

A simple example is provided by taking V = I, ,, the first n columns of the identity matrix in which case

n
I, 0
VVT=Z e,~e,~T=[ ! ]E]Rmxm.
P 00

> Applying P= vV to some vector bER™ leads to a vector r= Pb whose first n components are those of b, and the
remaining m- n are zero. The subtraction b - r leads to a new vector s = (1 - P) b that has the first components
equal to zero, and the remaining m - n the same as those of b. Such operations are referred to as projections,
and for v =1, , correspond to projection onto the span{ey,...,e,}.

Figure 1.10. Projection in R%. The vectors r, s €R? have two components, but could be expressed through scaling of e1, es.

Returning to the general case, the orthogonal matrices U €R™™, v €R™", w € R™ (™" are associated with linear
mappings b=f(x)=Ux, r=g(b)=Pb, s=h(b)=(1-P) b. The mapping f gives the components in the I basis
of a vector whose components in the U basis are x. The mappings g, h project a vector onto span{vy,..., vy},
span{wx, ..., wn_p}, respectively. When Vv, W are orthogonal matrices the projections are also orthogonal rLs.
Projection can also be carried out onto nonorthogonal spanning sets, but the process is fraught with possible error,
especially when the angle between basis vectors is small, and will be avoided henceforth.

Notice that projection of a vector already in the spanning set simply returns the same vector, which leads to a
general definition.
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DEFINITION. The mapping is called a projection if f - f =f, or if for any u € U, f(f(u)) =f(u). With P the matrix
associated f, a projection matrix satisfies P*= P.

p=vv’T

Pl=pP=vwivwi=v(viv)vi=vivi=vvT=p

2. Gram-Schmidt

Orthonormal vector sets {qs,..., q,} are of the greatest practical utility, leading to the question of whether some
such a set can be obtained from an arbitrary set of vectors {ay,...,a,}. This is possible for independent vectors,
through what is known as the Gram-Schmidt algorithm

1. Start with an arbitrary direction ay

2. Divide by its norm to obtain a unit-norm vector q=a/|la;l|

3. Choose another direction a,

4. Subtract off its component along previous direction(s) a, - (q{a;) g

5. Divide by norm q;=(a;- (q{az) q1)/llay- (q{az) qill

6. Repeat the above

az—(lhraz)% ay

q2
ai

Piay=(q1q1)a:=q1(q1a2) = (qia2) q1
The above geometrical description can be expressed in terms of matrix operations as

m n2 ns ... nn
0 Iy I3 ... Ip
A=(a1 a ... an)=(q1 q ... qn) 0 0 r33 ... r3, |=QR,

0 0 ... ... rmn
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equivalent to the system

ai=rqm
az="rq1+ 1293

an=nnq1+Npq2+...+I'nnqn

The system is easily solved by forward substitution resulting in what is known as the (modified) Gram-Schmidt
algorithm, transcribed below both in pseudo-code and in Julia.

Algorithm (Gram-Schmidt) . function mgs(A)
Given n vectors ay,...,a, m,n=§1ze(A); Q=copy(A); R=zeros(n,n)
Initialize q1=as,...,qn=an, R=1, Co }ﬂ:n . )
for i=1ton R[i,i]=sqrt(Ql:,i]l'+qQ[:,1i])
if (R[i,il<eps
rl_i=(q’Tqi)1/2 bieak ps())
if r;j<e break;
end
qi=qilrii

Ql:,il=q[:,i]/R[1i,1]
for j=i+1l:n
R[i,jl=ql:,i]"*A[:,]]

for j=i+1ton

T . = . .o .
lij=qi aj; q;=q;~rijqi

end
Q[:rj]zQ[:rj]_R[irj]*Q[:ri]
end
end
return Q,R
end
return Q,R

end;

- Note that the normalization condition | gl =1 is satisifed by two values +r;;, so results from the above imple-
mentation might give orthogonal vectors qu,..., g, of different orientations than those returned by the Octave qr
function. The implementation provided by computational packages such as Octave contain many refinements
of the basic algorithm and it's usually preferable to use these in application

By analogy to arithmetic and polynomial algebra, the Gram-Schmidt algorithm furnishes a factorization
QR=A

with Q ER™" with orthonormal columns and R €R™" an upper triangular matrix, known as the QR-factorization.
Since the column vectors within Q were obtained through linear combinations of the column vectors of A we have

C(A)=C(Q)+C(R)

3. QR solution of linear algebra problems

The QR-factorization can be used to solve basic problems within linear algebra.

3.1. Transformation of coordinates

Recall that when given a vector b€R™, an implicit basis is assumed, the canonical basis given by the column vectors
of the identity matrix 1 €R™* ™. The coordinates x in another basis A€R™* ™ can be found by solving the equation

Ib=b=Ax,
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by an intermediate change of coordinates to the orthogonal basis Q. Since the basis Q is orthogonal the relation
Q’qQ =1 holds, and changes of coordinates from I to Q, Qc=b, are easily computed ¢ = Q7b. Since matrix multi-

plication is associative
b=Ax=(QR)x=Q (Rx),

the relations Rx = Qb = ¢ are obtained, stating that x also contains the coordinates of ¢ in the basis R. The three

steps are:

1. Compute the QR-factorization, QR = A;

2. Find the coordinates of b in the orthogonal basis Q, c¢= Q7p;

3. Find the coordinates of x in basis R, Rx =c.

Since R is upper-triangular,
i r2 n3 ... 'm X1 ¢
0 Iy N3 ... hy X2 Cy
0 0 3 ... Iy, =
: : E Xm-1 Cm-1
0o 0 ... ... I'mm Xm Cm
the coordinates of ¢ in the R basis are easily found by back substitution.
Algorithm (Back substitution) . function bcks(R,c)
Given R upper-triangular, vectors ¢ m,n=§1ze(R); s )
. for i=m:-1:1
for i=m down to 1 . . .
if ri;<e break; x[i]=c[i]/R[1,1]
x,-=”c,-/r,-,- ’ for j=i-1:-1:1
for j=i-1down to 1 cl3l=c[31-RLJ,1]#x[i]
Cj=Cj—I’j,'X,' —
end
end
end return x
end;
return x

The above operations are carried out in the background by the backslash operation A\b to solve A+x=b, inspired

by the scalar mnemonic ax=b=x=(1/a) b.

3.2. General orthogonal bases
The above approch for the real vector space ®,, can be used to determine orthogonal bases for any other vector

space by appropriate modification of the scalar product. For example, within the space of smooth functions C*[-1,

1] that can differentiated an arbitrary number of times, the Taylor series
FO)=F(0)- 1+ £/(0) x5 f1(0) x4 P (0) X"+
is seen to be a linear combination of the monomial basis M= 1 x x2 ... ] with scaling coefficients {f(O),f’( ),

%f”(O),... } The scalar product
(f.8)= [ F00 8(x) dx
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can be seen as the extension to the [-1,1] continuum of a the vector dot product. Orthogonalization of the mono-
mial basis with the above scalar product leads to the definition of another family of polynomials, known as the
Legendre polynomials

Q(x)=(5)" 1, Qi) =(3)" % Q(x) = (3) "% (3x2-1), Qu(x) = ()" (5x°-3x),...

o The Legendre polynomials are usually given with a different scaling such that Py(1) =1, rather than the unit
norm condition |Qull = (Qk Qx)"?=1. The above results can be recovered by sampling of the interval [-1,1] at
points x;=(i-1)h-1, h=2/(m-1), i=1,...,m, by approximation of the integral by a Riemann sum

f_]rf(x) L(x)dx=hY f(x)Li(x)=hfTL.
i=1

Monomials Legendre polynomials
1.00 A 1.00
0.75 1 0.75 4
0.50 0.50
0.25 4 0.25 4
0.00 0.00 4
—0.25 1 —0.25
—0.50 4 —0.50
—-0.75 -0.75 1
-1.00 -1.00 4
71‘.00 70‘.75 70‘.50 70‘.25 0.60 0.‘25 0.50 0.‘75 1.60 71‘.00 70‘.75 70‘.50 70‘.25 0.;.)0 O.I25 O.i’:O 0,‘75 1,60

Figure 1.11. Comparison of monomial basis (left) to Legendre polynomial basis (right). The “resolution” of P5(x) can be interpreted
as the number of crossings of the y =0 ordinate axis, and is greater than that of the corresponding monomial x3.

3.3. Least squares

The approach to compressing data D ={(x;, y;)|i=1,...,m} suggested by calculus concepts is to form the sum of
squared differences between y (x;) and y;, for example for y (x) = ao+ a1 x when carrying out linear regression,

S(ag, a1) = Z (y(xi)=y)?=)_ (ao+aix;-yi)?

i=1

and seek (ag, a;) that minimize S(ao,a1). The function S(ao,a;) =0 can be thought of as the height of a surface above
the apa; plane, and the gradient VSis defined as a vector in the direction of steepest slope. When at some point
on the surface if the gradient is different from the zero vector VS#0, travel in the direction of the gradient would
increase the height, and travel in the opposite direction would decrease the height. The minimal value of S would
be attained when no local travel could decrease the function value, which is known as stationarity condition, stated
as VS=0. Applying this to determining the coefficients (ag, a;) of a linear regression leads to the equations

as m m m
a—ao=0=>2z (ap+arxi-yi)=0=may+ (Z xi)a1=z Vi,
i=1

i=1 i=1

:_(i:():z’i (a0+a1Xi—yi)Xi=0‘=’(i x,-)ao+(i x,-z)a1=i Xi Vi



76 LINEAR ALGEBRA

The above calculations can become tedious, and do not illuminate the geometrical essence of the calculation, which
can be brought out by reformulation in terms of a matrix-vector product that highlights the particular linear com-
bination that is sought in a liner regression. Form a vector of errors with components e; =y (x;) - y;, which for linear
regression is y(x) = ao+ a;x. Recognize that y(x;) is a linear combination of 1 and x; with coefficients ay, as, or in
vector form

X1 a
e=|: ( 0)—y=(1x)a—y=Aa—y
an

The norm of the error vector |e|| is smallest when Aa is as close as possible to y. Since Aa is within the column
space of C(A), Aa€ C(A), the required condition is for e to be orthogonal to the column space

elC(A)= AT, =(::)e=(:2)=(8)=0

ATe=0<:>AT(Aa— y) =0<:>(ATA)a =ATy=b.

The above is known as the normal system, with N = ATA is the normal matrix. The system Na = b can be interpreted
as seeking the coordinates in the N = ATA basis of the vector b=ATy. An example can be constructed by randomly
perturbing a known function y(x) = ap + a; x to simulate measurement noise and compare to the approximate a
obtained by solving the normal system.

1. Generate some data on a line and perturb it by some random quantities

. m=100; x=LinRange(0,1,m); a=[2; 31;

. a0=a[1]; al=a[2]; yex=a0 .+ alxx; y=(yex+rand(m,1) .- 0.5);

2. Form the matrices A, N =A'A, vector b=ATy

. A=ones(m,2); A[:,2]=x; N=A"xA;_ b=A"xy;

3. Solve the system Na = b, and form the linear combination y = Aa closest to y

| .. atilde=N\b; [a atilde] |

2.0 1.9215699010834906

3.0 3.03714411616737 (1.40)

The normal matrix basis N = AT A can however be an ill-advised choice. Consider A€R?*2 given by

1 cos®

A=[a aﬂ:[o sin@]’
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where the first column vector is taken from the identity matrix a;= e, and second is the one obtained by rotating it
with angle 6. If 0=7/2, the normal matrix is orthogonal, ATA=1, but for small 6, A and N = A" A are approximated as

[oswto -y 6]

When 6 is small ay, a; are almost colinear, and nq, n; even more so. This can lead to amplification of small errors,
but can be avoided by recognizing that the best approximation in the 2-norm is identical to the Euclidean concept
of orthogonal projection. The orthogonal projector onto C(A) is readily found by QR-factorization, and the steps
to solve least squares become

IR

A

1. Compute QR=A

2. The projection of y onto the column space of A is z= QQ"y, and has coordinates c= Q'y in the orthogonal
basis Q.

3. The same z can also obtained by linear combination of the columns of A, z=Aa=QQ"y, and replacing A
with its QR-factorization gives QRa = Qc, that leads to the system Ra = c, solved by back-substitution.

2. Q,R=mgs(A); c=Q'*y;
. aQR=R\c; [a atilde aQR]

2.0 1.9215699010834906 1.9065620791027633

3.0 3.03714411616737 3.0503545613518166 (1.41)
The above procedure carried over to approximation by higher degree polynomials.
. m=100; n=6; x=LinRange(0,1,m); a=rand(-10:10,n,1); A=ones(m,1);
. for j=1:n-1
global A
A= [Ax."j];
end
. yex=A+a; y=yex .+ 0.001*(rand(m,1) .- 0.5); N=A'*A;
- b=ATHy;
. atilde=N\b; Q,R=mgs(A); c=Q'=*y;
. aQR=R\c; [a atilde aQR]
10.0 10.000017230385858 10.000017230388655
-1.0 -0.9992383469668031 -0.9992383470406295
5.0 4.989621421635248  4.989621422094993 (1.42)

-1.0 -0.9668390169144284 -0.9668390180268995
-3.0 -3.0392026170942916 -3.0392026159405616
-7.0 -6.984207346901643 -6.984207347332273
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1 b
AX
‘ | C(a)
/-
Givendata b,form A, find x, such that|le|| = ||[Ax — b||is minimized
e=b-Ax

4. Projection of mappings
4.1. Reduced matrices
The least-squares problem

min|ly - Ax| (1.43)

x€ER"

focuses on a simpler representation of a data vector y €R™ as a linear combination of column vectors of A€R™".
Consider some phenomenon modeled as a function between vector spaces f: X — Y, such that for input parameters
x € X, the state of the system is y =f(x). For most models f is differentiable, a transcription of the condition that
the system should not exhibit jumps in behavior when changing the input parameters. Then by appropriate choice
of units and origin, a linearized model

y=Ax,AER™",

is obtained if y € C(A), expressed as (1) if y&C(A).

A simpler description is often sought, typically based on recognition that the inputs and outputs of the model
can themselves be obtained as linear combinations x = Bu, y = Cv, involving a smaller set of parameters u €RY,
vERP, p<m, g<n. The column spaces of the matrices B €R"™9, ¢ €R™ P are vector subspaces of the original set
of inputs and outputs, C(B) <R", C(C) <R™. The sets of column vectors of B, C each form a reduced basis for
the system inputs and outputs if they are chosed to be of full rank. The reduced bases are assumed to have been
orthonormalized through the Gram-Schmidt procedure such that B'B =1, and ¢'C =1,. Expressing the model
inputs and outputs in terms of the reduced basis leads to

Cv=ABu=v=C"ABu= v=Ru.
The matrix R = CTABERP*is called the reduced system matrix and is associated with a mapping g:U— V, that is a

restriction to the U, V vector subspaces of the mapping f. When f is an endomorphism, f: X — X, m=n, the same
reduced basis is used for both inputs and outputs, x = Bu, y = Bv, and the reduced system is

v=Ru,R=BTAB.

Since B is assumed to be orthogonal, the projector onto C(B) is Ps = BBT. Applying the projector on the inital
model

PBy= PBAX
leads to BB"y = BB Ax, and since v = BTy the relation Bv = BB” ABu is obtained, and conveniently grouped as

Bv=B(B'AB)u= Bv=B(Ru),
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again leading to the reduced model v = Bu. The above calculation highlights that the reduced model is a projection
of the full model y =Ax on C(B).

4.2. Dynamical system model reduction

An often encountered situation is the reduction of large-dimensional dynamical system

Mx +Dx+Kx=Ff,M,D,KER™" x,f:R, —>R™, (1.44)
_dx . dx
R AR T

a generalization to multiple degrees of freedom of the damped oscillator equation
mx+dx+kx=f.

In (1.44), x(t) are the time-depenent coordinates of the system, f(t) the forces acting on the system, and M, D, K
are the mass, drag, stiffness matrices, respectively.

When m> 1, a reduced description is sought by linear combination of n< m basis vectors
x=x=By=MBy+DBy+KBy=f

Choose B €R™" to have orthonormal columns, and project (1.44) onto C(B) by multiplication with the projector
P=BBT

BB'MBy + BB'DBy + BB'KBy - BB'f =
B(B'"MBy +B'DBy +B KBy -B'f)=0< Bz =0.
Since N(B) ={0}, deduce z=0, hence
B'MBy +B'DBy+B KBy =B'F.
Introduce notations
M=B"MB,D=-B"DB,K =BTKB

for the reduced mass, drag, stiffness matrices, with M, D,K € R™" of smaller size. The reduced coordinates and
forces are

l;=BTf, Y, EE]R”.
The resulting reduced dynamical system is

A:I;'}+L~)y+I2y=f.
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5. Reduced bases

One elemenet is missing from the description of model reduction above: how is B determined? Domain-specific
knowledge can often dictate an appropriate basis (e.g., Fourier basis fo periodic phenomena). An alternative
approach is to extract an appropriate basis from observations of a phenomenon, known as data-driven modeling.

5.1. Correlation matrices

Correlation coefficient. Consider two functions xi,x;: R— R, that represent data streams in time of inputs x;(t)
and outputs x,(t) of some system. A basic question arising in modeling and data science is whether the inputs
and outputs are themselves in a functional relationship. This usually is a consequence of incomplete knowledge
of the system, such that while x;, x, might be assumed to be the most relevant input, output quantities, this is
not yet fully established. A typical approach is to then carry out repeated measurements leading to a data set
D ={(x1(t;), x2(t;)))li=1,..., N}, thus defining a relation. Let x1,x2€RN denote vectors containing the input and
output values. The mean values py, p; of the input and output are estimated by the statistics

N N
_ 1 _1
H1=Xq =N; xq(t;) = E[X]]"HZEXFNZ; x2(t7) = E[x2],

where E is the expectation seen to be a linear mapping, F:RN — R whose associated matrix is

1

E=gl11..1],

and the means are also obtained by matrix vector multiplication (linear combination),
X1=Ex1, X=EXx>.

Deviation from the mean is measured by the standard deviation defined for x;, x, by

o= \/E[(Xrﬂl)z]a oy = \/E[(Xz—ﬂz)Z]-

Note that the standard deviations are no longer linear mappings of the data.

Assume that the origin is chosen such that x;=x,=0. One tool to estalish whether the relation D is also a function
is to compute the correlation coefficient

E[x1x2] _ E[x1x2]

ai0: [EDITEX]

p(x1,x2) =

that can be expressed in terms of a scalar product and 2-norm as

;
X1 X2
p(x1,x2) =

xalllxall’
Squaring each side of the norm property |Ix; + xall < [Ix1]l + l|x2ll, leads to

T T T T
(x1+x2) " (x1+x2) < x7 x7+ X3 X2+ 2| x1|l [Ix2l = x71 x2< |11l l|x2ll,
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known as the Cauchy-Schwarz inequality, which implies -1< p(x1, x2) s 1. Depending on the value of p, the vari-
ables x1(t), x(t) are said to be:

1. uncorrelated, if p=0;
2. correlated, if p=1,
3. anti-correlated, if p=-1.
The numerator of the correlation coefficient is known as the covariance of x;, x;
cov(xt, x2) = E[x1x2].
The correlation coefficient can be interpreted as a normalization of the covariance, and the relation
cov(x1,X2) = x1 x2= p(x1, X2) Ixill[1xal,

is the two-variable version of a more general relationship encountered when the system inputs and outputs become
vectors.

Patterns in data. Consider now a related problem, whether the input and output parameters x€R", y €R™ thought
to characterize a system are actually well chosen, or whether they are redundant in the sense that a more insightful

description is furnished by u €R9, v €R? with fewer components p <m, g<n. Applying the same ideas as in the
correlation coefficient, a sequence of N measurements is made leading to data sets

X=[x1 x3 ... x,,]E]RNX”,Y=[y1 V2 ... yn]E]RNxm.

Again, by appropriate choice of the origin the means of the above measurements is assumed to be zero
E[x]=0,E[y]=0.

Covariance matrices can be constructed by

T T T T

X1 X1X1 X1X2 ... X1Xp

T T T T

X X)) X1 Xy X oo X2 X
Cx=X"x=| 2 [x1 x2 ... xp]= 2%1 X2 %2 2% e R™",

x,z— x,-7rx1 x,rxz x,;rxn

Consider now the SVDs of Cx=NANT, x=UXsT, and from
Cx=X"X=(UXS)TUXs"=sYUTUIST=53"3s"=NANT,

identify N=5,and A=XT3.

Recall that the SVD returns an order set of singular values o120, --- =, and associated singular vectors. In many

applications the singular values decrease quickly, often exponentially fast. Taking the first q singular modes then
gives a basis set suitable for mode reduction

x=Squ=[S] $) ... sq]u.
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6. Stochastic systems - Karhunen-Loéve theorem

The data reduction inherent in SVD representations is a generic feature of natural phenomena. A paradigm for
physical systems is the evolution of correlated behavior against a backdrop of thermal enery, typically represented
as a form of noise.

One mathematical technique to model such systems is the definition of a stochastic process {X;}a<t<p Where for
each fixed t, X; is a random variable, i.e., a measurable function X:Q — E from a set of possible outcomes Q to a
measurable space E. The set Q is the sample space of a probability triple (Q, %, P), where for VScE

P(X€ES)=P{weQ}X(w)ESI).
A measurable space is a set coupled with procedure to determine measurable subsets, known as a o-algebra.

THEOREM. Let X; be a zero-mean (IE[ X;] =0), square-integrable stochastic process defined over probability space (Q,
&, P) indexed by tER, ast<b. Then X; admits a representation

Xi= Z Zier(t),
e
with

b
Z= j Xeer(t) dt, E[ Z,] =0, E[ Z,, Z}] = 50,

LECTURE 9: LINEAR SYSTEMS

1. Gaussian elimination and row echelon reduction

Suppose now that A x = b admits a unique solution. How to find it? We are especially interested in constructing
a general procedure, that will work no matter what the size of A might be. This means we seek an algorithm that
precisely specifies the steps that lead to the solution, and that we can program a computing device to carry out
automatically. One such algorithm is Gaussian elimination.



LECTURE 9: LINEAR SYSTEMS 83

Consider the system

X1+2X—-Xx3 = 2
2X1—X2+X3 =2
3X]—X2—X3 =

I
—_

The idea is to combine equations such that we have one fewer unknown in each equation. Ask: with what number
should the first equation be multiplied in order to eliminate x; from sum of equation 1 and equation 2? This number
is called a Gaussian multiplier, and is in this case -2. Repeat the question for eliminating x; from third equation,
with multiplier -3.

X1+2Xp—-X3 = 2 X1+2X3-Xx3 = 2
2X1-X2+X3 = 2 =4 -5x+3x3 = -2
3x1-x2—-x3 = 1 -7x+2x3 = -5

Now, ask: with what number should the second equation be multiplied to eliminate x, from sum of second and
third equations. The multiplier is in this case -7/5.

X1+2X2—X3 = 2 X_]5+2)i23_X3i _22
5x+43x3 = -2 = "121 X3 = 5
-7X2+2x3 = =5 B

Starting from the last equation we can now find x;=1, replace in the second to obtain -5 x,=-5, hence x,=1, and
finally replace in the first equation to obtain x;=1.

The above operations only involve coefficients. A more compact notation is therefore to work with what is known
as the "bordered matrix"

12 -12 12 12 12 -1 2
2-112|~lo-5 3 2|~[07 ?1 ‘121
3-1-11 0-7 2 -5 0o -1 11

5 5

Once the above triangular form has been obtain, the solution is found by back substitution, in which we seek to
form the identity matrix in the first 3 columns, and the solution is obtained in the last column.

12 -1 2 12 -1 2 1001

0 -5 ?1 ‘121~0—53—2~0101

0o -1 _11 00 1 1 0011
5 5

2. LU-factorization

+  We have introduced Gaussian elimination as a procedure to solve the linear system A x =b ("find coordi-
nates of vector b in terms of column vectors of matrix A"), x, bER™, A€R™*"

«  We now reinterpret Gaussian elimination as a sequence of matrix multiplications applied to A to obtain a
simpler, upper triangular form.
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2.1. Example for m=3

Consider the system A x=b

X1+2X—-X3 = 2
2X1-Xo+X3 = 2
3X]—X2—X3 =1

with

1 2 -1 2
A= 2 -1 1 |,b=]|2
3 -1 -1 1

We ask if there is a matrix Ly that could be multiplied with A to produce a result L; A with zeros under the main
diagonal in the first column. First, gain insight by considering multiplication by the identity matrix, which leaves

A unchanged

In the first stage of Gaussian multiplication, the first line remains unchanged, so we deduce that L; should have

the same first line as the identity matrix

100

Li=|?27?7?

2727
100 1T 2 -1 1 2 -1
7?7 2-1 1 |={0-5 3
777 3 -1 -1 0 -7 2

Next, recall the way Gaussian multipliers were determined: find number to multiply first line so that added to
second, third lines a zero is obtained. This leads to the form

L=

NN =
S = O
- O O

Finally, identify the missing entries with the Gaussian multipliers to determine

100
Li=] -2 10
-3 01
Verify by carrying out the matrix multiplication
100 1 2 -1 1T 2 -1
LiA=] -2 10 2-1 1 |=10-53
-3 01 3 -1 -1 0 -7 2
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Repeat the above reasoning to come up with a second matrix L, that forms a zero under the main diagonal in the
second column

10 0
L=l0o 1 o
0 -7/5 1
1T 0 o\(1 2 -1 12 -1
LL;A=l0 1 oflo-5 3 |=|0o-5 3 |[=u
0-7/51)0-7 2 00 -11/5

We have obtained a matrix with zero entries under the main diagonal (an upper triangular matrix) by a sequence
of matrix multiplications.

2.2. General m case

From the above, we assume that we can form a sequence of multiplier matrices such that the result is an upper
triangular matrix U

Lyp-y.. L L1A=U

« Recall the basic operation in row echelon reduction: constructing a linear combination of rows to form zeros
beneath the main diagonal, e.g.

an an A1m
ap di ... Aim ax an
0 azz—a—a]z aZm—a—am,
azy dy ... dym n m
_ 0 asn
A=| az asp azm |~ az--an a3m= A1
Amt Am2 --- Amm ami
0 Amy———Aa12 . Amm———A1m

« This can be stated as a matrix multiplication operation, with [;;=a;1/ax

1 00 ...0 aypn ayp ... Aim a aip A1m
—lz] 10 ...0 azy dy ... dym 0 a22—121a12 az,,,—lz1a1m
—[3] 01...0 azy a3y ... dsm | = 0 (132—[31012 (13,-,7—[3](11,—,7
—[,—m 00 ...1 aAm Am2 ... Amm 0 amz—[,—,ﬂa]z amm—l,mam

DEFINITION. The matrix
1 0 1
0 0 0
0 1 0
Le=] 0 ... —ly1k ... O
0 ... ~lsok ... 0
0 ... _lm,k 1
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with [; ;= a,(-’/j()/a/(f,z, and A = (a,g”;)) the matrix obtained after step k of row echelon reduction (or, equivalently, Gaussian
elimination) is called a Gaussian multiplier matrix.

« For AER™™ nonsingular, the successive steps in row echelon reduction (or Gaussian elimination) corre-
spond to successive multiplications on the left by Gaussian multiplier matrices

Lmilm_o...Lal1A=U

« The inverse of a Gaussian multiplier is

1 0 1
0 0 0
0 1 0
L7(1= 0 -[k+1,k e 0 [ =1-(Lg-1)
0 -[k+2,k ... 0
0 [m,k 1

o From (Ly-1Ly-s...LaL1)A= U obtain

A=(Lmlpa...LiL) 'U=L'L;'"-...- [} U=LU

« Due to the simple form of L}' the matrix L is easily obtained as

1 0 0 0 0

b1 1 0 0 o0

I [3:,1 [3:,2 1 0 0
ln-11 ln-12 Iz o 10

[m,l [m,2 lm,3 lm’m_1 1

We will show that this indeed possible if A x=b admits a unique solution. Furthermore, the product of lower
triangular matrices is lower triangular, and the inverse of a lower triangular matrix is lower triangular (same applies
for upper triangular matrices). Introduce the notation

L=y Lo Ly

and obtain

or
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The above result permits a basic insight into Gaussian elimination: the procedure depends on "factoring” the matrix
A into two "simpler" matrices L, U. The idea of representing a matrix as a product of simpler matrices is funda-
mental to linear algebra, and we will come across it repeatedly.

For now, the factorization allows us to devise the following general approach to solving A x=5b
1. Find the factorization LU=A

2. Insert the factorization into A x=b to obtain (L U) x=L(U x)=L y =b, where the notation y = U x has been
introduced. The system

Ly=5b
is easy to solve by forward substitution to find y for given b
3. Finally find x by backward substitution solution of
Ux=y

Algorithm Gauss elimination without pivoting

fors=1tom-1
fori=s+1tom
t=_ai5/ass
for j=s+1tom
ajj=ajj+t-as

bi=bj+t-bs

for s=m downto 1
X5=bs/ass
fori=1tos-1

bi=bi-ajs- x;

return x

Algorithm Gauss elimination with partial pivoting

p=1:m (initialize row permutation vector)
fors=1tom-1
piv = abs(ap(s).s)
fori=s+1tom
mag = abs(ap(i,s)
if mag > piv then
piv=mag; k=p(s); p(s)=p(i);p(i)=k
if piv<e then break(“Singular matrix”)
t=-ap(i)s/ ap(s)s
for j=s+1tom
Ap(i)j= Ap(i)j+ T Ap(s);
bp(iy = bpciy + - bp(s)

for s=m downto 1
Xs=bp(s)/ ap(s)s
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fori=1tos-1
bpiy = bp(iy = ap(iys - Xs

return x

Given A€R™"

Singular value decomposition Gram-Schmidt Lower-upper

Transformation of coordinates Ax=b

Uuxvi=a QR=A LU=A

(USV)x=b=Uy=b=y=U'b (QR)x=b=Qy=b,y=Q'b (LU)x=b= Ly=5b (forwardsubtofind)y
Sz=y=z=X"y Rx =y (backsubtofind x) Ux =y (back sub to find x)

Vix=z=x=Vz

3. Inverse matrix

By analogy to the simple scalar equation a x = b with solution x=a"'b when a+0, we are interested in writing the
solution to a linear system A x=b as x=A"'b for AER™™ x€R™. Recall that solving A x=b=1 b corresponds to
expressing the vector b as a linear combination of the columns of A. This can only be done if the columns of A form
a basis for R™, in which case we say that A is non-singular.

DEFINITION 1.3. For matrix AER™™ non-singular the inverse matrix is denoted by A™' and satisfies the properties

AAT=ATA=]

3.1. Gauss-Jordan algorithm

Computation of the inverse A™' can be carried out by repeated use of Gauss elimination. Denote the inverse by
B=A"" for a moment and consider the inverse matrix property A B=I. Introducing the column notation for B, /
leads to

A( B] Bm)=( e1 ... em)
and identification of each column in the equality states
ABi=¢e,k=1,2,..m

with e the column unit vector with zero components everywhere except for a 1in row k. To find the inverse we
need to simultaneously solve the m linear systems given above.

Gauss-Jordan algorithm example. Consider

A=| -1 3 1

2 -1 -2
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To find the inverse we solve the systems A By=e;,A By=e€,5,A Bs=e;. This can be done simultaneously by working
with the matrix A bordered by /

110100
(AD=|-11 1010
2 4-2001

Carry out now operations involving linear row combinations and permutations to bring the left side to /

11T 0 100 11T 0 1T 00 11T 0 1 0 0
-11 1 010(~ff021T 1T 1T0|~102 1T 1T 1 0]~
2 4 -2001 02-2-201 00 -3 -3 -11
171010 0 1101(2)(1) 1101(1)(1)
02111 0 i —_ _
~ ]1~0200?31 0100?61~
0011—= —=
3 3 00113 001133
1 1
1001_§_€
1 1
0100§€1
0011§—§
to obtain
1 1
1373
1 1
Al - —
T3 3

LU FACTORIZATION OF STRUCTURED MATRICES

The special structure of a matrix can be exploited to obtain more efficient factorizations. Evaluation of the linear
combination Ax =xja; + - + X,a, requires mn floating point operations (flops) for A€ C™*". Evaluation of p linear
combinations AX, X € C™P requires mnp flops. If it is possible to evaluate Ax with fewer operations, the matrix is
said to be structured. Examples include:

+ Banded matrices A=[ajj], ajj=0if i- j>lor j-i>u, with [, u denoting the lower and upper bandwidths. If
[=u=0 the matrix is diagonal. If [=u=b the matrix is said to have bandwidth B=2b+1, i.e., for b=1, the
matrix is tridiagonal, and for b =2 the matrix is pentadiagonal. Lower triangular matrices have u=0, while
upper triangular matrices have [=0. The Ax product requires ([+u+1)m flops.

« Sparse matrices have r non-zero elements per row or ¢ non-zero elements per column. The Ax product
requires rm or cn flops

+ Circulant matrices A =[a;;] are sqaure and have a;;= f (i- j), a property that can be exploited to compute
Ax using O (mlog m) operations
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« For square, rank-deficient matrices A€ C™", rank (A) =r, Ax can be evaluated in O (km) flops

« When A, X are symmetric (hence square), AX requires O (m?3/2) flops instead of m?>.

1. Cholesky factorization of positive definite hermitian matrices

1.1. Symmetric matrices, hermitian matrices

Special structure of a matrix is typically associated with underlying symmetries of a particular phenomenon. For
example, the law of action and reaction in dynamics (Newton's third law) leads to real symmetric matrices, A €
R™m AT = A. Consider a system of m point masses with nearest-neighbor interactions on the real line where the
interaction force depends on relative position. Assume that the force exerted by particle i+ 1 on particle i is linear

Sisvi=f (Ui -ui) =k(uj1 - uj),
with u; denoting displacement from an equilibrium position. The law of action and reaction then states that
fi,i+1 = —fi+1,i= k(ui - Um)-
If the same force law holds at all positions, then
fi-ri=k(uj-1-uj).

The force on particle i is given by the sum of forces from neighboring particles i-1,i+1

Si=ficvit firni=k(uioi—up) + k(ui - ui) = k(Ui - 20+ uj-q).
Introducing f,u €R™, and assuming ug=un.1=0, the above is stated as

f=Ku,

with K = kdiag([ 1 -2 1]) is a symmetric matrix, K =Kk, a direct consequence of the law of action and reaction.
The matrix K is in this case tridiagonal as a consequence of the assumption of nearest-neighbor interactions. Recall
that matrices represent linear mappings, hence

K=[f(e) f(e) ... flem) ],

with £ (u) the force-displacement linear mapping, Fig. 1.12, obtaining the same symmetric, tri-diagonal matrix.

ui=1
>

—> e —
— K

Figure 1.12. Image of e; through mapping representing a linear force is £ (e;)=k[ ... 1 -2 1 ... ]T.
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This concept can be extended to complex matrices A€C™* ™ through A" = A, in which case A is said to be self-adjoint
or hermitian. Again, this property is often associated with desired physical properties, such as the requirement of
real observable quantitites in quantum mechanics. Diagonal elements of a hermitian matrix must be real, and for
any x, y €C", the computation

X' Ay=(x"Ay) =y A'x=y Ax,
implies for x = y that
x"Ax=x"Ax,

hence x*Ax is real.

1.2. Positive-definite matrices
The work (i.e., energy stored in the system) done by all the forces in the above point mass system is
w =l u' Ku
3 ,
and physical considerations state that U= 0. This leads the following definitions.
DEFINITION. A hermitian matrix A€ C™™ s positive definite if for any non-zero x €C™, x* Ax >0.

DEFINITION. A hermitian matrix A€ C™™ s positive semi-definite if for any non-zero x€C™, x*Ax =0.

If A is hermitian positive definite, then so is X*AX for any X € C™". Choosing
X=[e ... e, ]JEC™"

gives A,= X" AX, the n'" principal submatrix of A, itself a hermitian positive definite matrix. Choosing X = ejshows
that the j™" diagonal element of A is positive, a;;= e/ Ae;>0

1.3. Symmetric factorization of positive-definite hermitian matrices

The structure of a hermitian positive definite matrix A € C™", can be preserved by modification of LU-factoriza-
tion. The resulting algorithm is known as Cholesky factorization, and its first stage is stated as

Ao an w| |« 0 10|aw/a| [« Ol[aw/al|l [an w
lw B | | w/al 0cC (|01 T wlaa 0cC |lw crwwan |
whence C =B - ww’/a;:. Repeating the stage-1 step

A=LiAl L,
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leads to

A=L LAy 5=+ =LL,L=LLy...Lpy,.

The resulting Cholesky algorithm is half as expensive as standard L U-factorization.

Algorithm (Cholesky factorization, A= LL)

L=A
fori=1:m
for j=i+1:m
LLjsm, j1= LLj:m, j] - LLjem, i) L j, i)/ L[, ]
Llizm,i]=L[izm,i]/\L[i,i]

2. iLU-factorization of sparse matrices

The two-dimensional extension of the nearest-neighbor interacting point mass system

3. Determinants

«  AER™™a square matrix, det(A) €ER is the oriented volume enclosed by the column vectors of A (a paral-
lelipiped)

« Geometric interpretation of determinants
« Determinant calculation rules

« Algebraic definition of a determinant

DEFINITION. The determinant of a square matrix A=( ay ... ap ) €ER™™ is a real number

ayn adip ... A1m
a a e a
det(A)=| 2" "2 0 T2 eR

aAml Am2 ... Amm

giving the (oriented) volume of the parallelepiped spanned by matrix column vectors.

A=(a” a12),det(A)= an an

azr dax

azy dax
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an drp as an arp ais
A=| ax axy ay |,det(A)=|ay ax ax
dasy ds dass dasy ds dass

« Computation of a determinant with m=2

an an
azr dax

=dandz —d124z1
« Computation of a determinant with m=3

an an dais

az1 dy Az3| = Andzdszsz+d1dspdiz+ dz1dindss
asy dsy dss

—a13d2031 — A3d32d11 — A33A12A21

Where do these determinant computation rules come from? Two viewpoints

Geometric viewpoint: determinants express parallelepiped volumes

Algebraic viewpoint: determinants are computed from all possible products that can be formed from
choosing a factor from each row and each column

A2 \“ /// A:(a1 az):(ﬂn alz)

az) axp
-
s
\ Aq

Figure 1.13.

In two dimensions a " “parallelepiped" becomes a parallelogram with area given as
(Area) = (Length of Base) x (Length of Height)

Take a; as the base, with length b =||a|l. Vector a; is at angle ¢q to xj-axis, a; is at angle ¢, to x;-axis, and
the angle between ay, a, is 8 = @, - 1. The height has length

h=llayl|sin 0 = |lazllsin (@2 — @1) =llall(sin@, cos@q - sin @1cos@,)
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Use cos @1 =aqi/llaill, sin @1 =ay/llaill, cos @2= a/llall, sin @z = azy/lla;l|
(Area) = [laill |lazll (sing, cos@q - sin ¢1€0sQy) = a11a2 - A12ax

The geometric interpretation of a determinant as an oriented volume is useful in establishing rules for
calculation with determinants:

- Determinant of matrix with repeated columns is zero (since two edges of the parallelepiped are
identical). Example for m=3

=abw +bcu+cav-ubc-vca-wab=0

a o Q
T < <

This is more easily seen using the column notation

0

A=det( a) ay as )

- Determinant of matrix with linearly dependent columns is zero (since one edge lies in the 'hyper-
plane’ formed by all the others)

Separating sums in a column (similar for rows)
det( aj+by ap ... ap )=det(a; ap ... ap ) +det( by ap ... ap)

with a;, b;ER™
Scalar product in a column (similar for rows)

det( aa; a; ... ap)=adet(ay ay ... ap)
with ¢ €R
Linear combinations of columns (similar for rows)

det(a; ap ... ap)=det( ay aaj+ay ... ay)
with a €R.

A determinant of size m can be expressed as a sum of determinants of size m-1 by expansion along a row
or column

an dp a3 ... Aim a a a
22 Q3 ... dom
dz1 Az Az ... dom | _ . A .
. . . .. . = a1 -
: Am2 Am3 ... Amm
Amt Am2 Am3 ... Amm
azy dz3 ... dym
ap| SR : +
aAmi Am3 ... Amm
azy dx dzs ... dom
as| : R
Am Am2 Am4 -.- Amm

azr az ... dzm-1
m+1 R . R
+(—1) A1m . :

aAm Am3 ... am,m—1
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The formal definition of a determinant

detA= Z v(o)ai1,azi,. .. ami,

cEX
requires mm! operations, a number that rapidly increases with m

A more economical determinant is to use row and column combinations to create zeros and then reduce the
size of the determinant, an algorithm reminiscent of Gauss elimination for systems

Example:
1 23 12 3 ) 4
-1 0 1|=102 4 |= 310 =20-12=8
-2 -14 0310

The first equality comes from linear combinations of rows, i.e. row 1is added to row 2, and row 1 multiplied
by 2 is added to row 3. These linear combinations maintain the value of the determinant. The second
equality comes from expansion along the first column

3.1. Cross product

Consider u,v€R3. We've introduced the idea of a scalar product
_ Ty =
u-v=uv=ujvi+UyVy+ U3V3

in which from two vectors one obtains a scalar

We've also introduced the idea of an exterior product

uq uivy uqvy Uqvs
uvT=| u, (vi va v3)=| vy uyvy Uyvs
us usvy usva Usvs

in which a matrix is obtained from two vectors

Another product of two vectors is also useful, the cross product, most conveniently expressed in determi-
nant-like form

el e e3
uxv=|uy uy us|=(uv3—vyuz)er+ (Usvi—vsuq)ey+ (U1va— vilp)es
Vi V2 V3
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LECTURE 10: STABILIZED ORTHOGONAL FACTORIZATIONS

1. Conditioning of linear algebra problems

Recall that the relative condition number of a mathematical problem f:X— Y characterizes the amplification by
f of perturbations in its argument

k=lim sup
20 15x|<e

(Hf(X+5X) —f(X)||/||5X|I)
If GOl lIxl )”

mxn

f
Linear combination. The basic operation of linear combination Ax, A€ C™", seen as the problem C"— C™ has

the condition number

K=sup(uA6x||/u6xu)=sup(uA6xu) el _ I
sy \TAxI Tixl ) =750 \Tidx0 ) TiAxdl IAx]”

The matrix norm property ||Ayl|l<||IAllllyll can be used to obtain

+ . lIxIl +
Ixll=11nx]I =A™ Ax[ < |A™[ [Ax || = ——— < [|A7]|
lAx]]
leading to

K <||AllIA*= k (A),

where k(A) is the condition number of the matrix A. If A is of full rank with m> n, the 2-norm condition number
is given by the ratio of largest to smallest singular values.

|All= 01, A= 1/0,= Kk (A) =071/ 0p2 1.

By convention, if A is singular, the condition number k(A) = co.

Coordinate transformation. For A€ C™ ™ of full rank, the coordinates of vector b€ C™ expressed in the I basis
can be transformed its coordinates x € C™ in the A basis by solving the linear system Ax = 1b, with the solution
x=A""b (so written formally, even though the inverse is almost never explicitly computed). This is simply another
linear combination of the columns of A™', hence the problem f:C™— C™, f(b)=A""b again has a condition number
bounded by the condition number of the matrix A.

k<|ATIAl= k(A) =k (AT,

Operator perturbation. Instead of changing the input data as above, the linear mapping represented by the
matrix A€ C™" might itself be perturbed. Two mathematical problems may now be formulated:

1. For fixed b€C™, f:C™"—C", f(A,b)=A" b=x. Perturbation of the input A induces perturbation of x in
order for b to be kept fixed

(A+8A)(x+8x)=b.
Using Ax = b, and assuming that Adx is negligible gives

Adx + SAx=0= Ox = -A" SAx,
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hence the relative condition number is

_llaT8Ax] Al _llATII6A ] lIAIL_ IATIISANxI Al _
lIxll I5All lIx Il I5All lIxIl I5All

K(A).

For all above linear algebra problems the condition number is bounded by the associated matrix condition number.
Unitary matrices Q €C™ ™ have k(Q) =1, and define an orthonormal basis for C™. A rank-deficient matrix Z€C™"™
has k(Z) = o, and corresponds to a linearly dependent vector set {z,...,zy,}. The behavior of many numerical
approximation procedures based upon linear combinations is determined by condition number of the basis set.

«  Monomial basis with uniform sampling. Sampling the monomial basis on interval [a, b] at t;=ih+a,i=0,m,
h=(b-a)/(m-1) leads to the Vandermonde matrix

v=[1¢t..1+¢"],

an extremely ill-conditioned matrix (Fig. ). This can readily be surmised from the example a=0, b=1, in which
case for large m the last columns of v become ever more colinear to the same e, vector. Series expansions based
on the monomials such as the Taylor series

£O0)

n!

FO)=f(0)+f(0)t+---+

are highly sensitive to pertubations, small changes in f(t) lead to large changes in the coordinates {f(0),

£(0),...).

. function Vandermonde(a,b,m)
t=LinRange(a,b,m); v=ones(m,1); V=copy(v)
for j=2:m

V=V .x t; V=[V v]
end

return V
end;

«  Monomial basis with Chebyshev sampling. Changing the sampling so that points are clustered towards the
interval endpoints reduces the condition number at fixed number of sampling points m, but the same limiting
behavior for large m is obtained.

. function VandermondeC(m)
d=m/(2*m); O=LinRange(&,m-5,m)
t=cos.(0)
v=ones(m,1); V=copy(v)
for j=2:m

vV =V .x t; V=[V v]
end
return V
end;

«  Triangular basis with uniform sampling. L U-factorization of the monomial basis leads to a different family of
polynomials, known as a triangular basis

{1,t—X1,(t—X1) . (t—Xz),...,(t—X])'...' (t—X,—n_])},

where {xy,...,xn} are known as the nodes of the system. These can be chosen to uniformly sample an interval.
As to be expected, applying a sequence of non-unitary linear transformations onto an ill-conditioned basis
yields even worse conditioning.
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. function Triangular(a,b,m)
x=LinRange(a,b,m); T=ones(m,1); Tj=copy(T); t=copy(x)

for j=2:m
Tj = Tj .+ (¢t .- x[3-11); T=[T Tj]
end
return T
end;

«  Triangular basis with Chebyshev sampling. Adopting Chebyshev sampling ameliorates the conditioning, but
only marginally.

. function TriangularC(m)
d=m/(2*m); O=LinRange(&,m-56,m)
x=c0s.(0); T=ones(m,1); Tj=copy(T); t=copy(x)

for j=2:m
Tj = Tj .+ (t .- x[j-11); T=[T Tjl
end
return T
end;

Figure 1.14. Monomial basis with: (o) uniform sampling, (x) Chebyshev sampling. Triangular basis with: (+) uniform sampling,
(*) Chebyshev sampling.

. mr=5:5:100; kVDMU=1l0g10.(cond.(Vandermonde.(-1,1,mr)));
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. KVDMC=10g10. (cond.(VandermondeC.(mr)));

. KTU=1log10.(cond.(Triangular.(-1,1,mr)));

. KTC=1log10.(cond.(TriangularC.(mr)));

. x=collect(mr); clf();

. plot(x,kVDMU, "o-",x,KVDMC, "x-",kTU, "+-",KTC,"*-");

. grid("on"); title("Conditiong number k of polynomial bases");

. xlabel("Number of sample points"); ylabel("lg(k)");

. pre=homedir()=*"/courses/MATH661/images/";

. savefig(prex*"PolyBasesCondNr.eps");

2. Orthogonal factorization through Householder reflectors

The Gram-Schmidt procedure constructs an orthogonal factorization by linear combinations of the column vectors
of AEC™", m=n, rank(A)=n

AR\R,...R,=Q=A=QR,R=R;'...R7".

In exact arithmetic C(Q)=C(A) by construction, and k(Q) =1, but the sequence of multiplications with Ry,...,R,
might amplify perturbations in A (due for example to floating point representation errors or inherent uncertainty

f
in knowledge of A). The problem f:C™"— C™"xC"™", A— Q, R has condition number

K=|I5QH‘ Al +H5R||. Al
lQl 1I6AI IRl 1I6AI°

and numerical experimentation (Fig. 1.15) readily exhibits large condition numbers.

An alternative approach is to obtain an orthogonal factorization through unitary transformations

Qp...Q1A=R=A=QR,Q=Qi...Q;

Unitary transformations do not modify vector 2-norms or relative orientations

laxl*=x"Q Qx =IIx|% (Qy) (Qx) = y'x,

and are hence said to be isometric. In Euclidean space reflections and rotations are isometric.
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Figure 1.15. QR-conditioning: (o) modified Gram-Schmidt, (x) Householder.

Construction of an isometric reflection transformation suitable for a QR factorization is represented in Fig. 1.16.
Let vector x €C™* ¥ represent the portion of the k™" column from the diagonal downwards in stage k of reduction
of AEC™" to upper triangular form

R C

Qk—l---QlA=[ 0B

],B=[x by ... bp_i].

The next stage of in reduction to upper triangular form is the isometric transformation of x into t|x| ey, with
e1€C™ 1k the unit vector along the first direction. With v = t||xeq|| - x, ¢ = v/|Iv|, the projection of x onto the span
of v, C(v)is

y=P,x=qq"x,
and its complementary projector onto N(v*) is
z=P ,=(I1-qq")x.

The reflector transforming x into x|l e; is obtained by doubling the above displacements, and is known as a
Householder reflector

H=1-2qq".
Of the two possibilities t||x| e1, the choice

v =-sign(x;)llxlle; - x,

avoids loss of floating accuracy x =||x||e;. For x€ cm-k sign(xy) =exp(arg(x1)).
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C(v)
vv
y=Pv=—x
vvVv X
- N(v’)
. _ \
vv
z—PJ_V—<I— - )x . \
v'v e \
7
- z
s \
Ix]| e1=x+2(z—x)= _ \
vv’ - \ v=|xllei-x
(I—Z - )x - \
v e
=lix|l eq lIxl eq
Figure 1.16. Geometry of Householder reflector
The resulting Householder QR-factorization is given
Input: A€C™" .. function HouseholderQR(A)
Q=0,, m,n=size(A)
for k=1:n Q=zeros(m,n); R=copy(A)
x=A[k:m, k] for k=1:n
v =sign(x7) x|+ x x=R[k:m, k]
g=v/lvl; Q[k:m,k]=q el=zeros(size(x)); el[1]=1
for j=k:n v=sign(x[1])*norm(x)*el+x
Alk:m, j1=Alk:m,j]-2 q (q" A[k:m,j]) g=v/norm(v); Q[k:m,kl=q
for j=k:n

aj=R[k:m,jl; c=2*q'*aj
R[k:m,jl=aj.-cxq
end
end
return Q,R
end;

Note that the above implementation does not return the Q matrix, but rather the Qy,..., Q, reflectors from which
Q can be reconstructed if needed. Usually though, the Q matrix itself is not required, but rather the product Qu
which can readily be evaluated as Q,... Q;u. The Householder reflector algorithm is typically the default procedure
in QR-factorizations implemented in software systems, and as seen in (Fig. 1.15), leads to much better conditioning.

3. Orthogonal factorization through Given rotators

An alternative approach to orthogonal factorization utilizes isometric rotation transformations of the form
R(i,k,0)=1+(cosO-1)(e;e;+ere)-sinO (e;er—exe;),

with the rotation angle 8 chosen to nullify the subdiagonal element (i, k), i>k

(R(i,k,0) A)ik=aksin 0 +ajcos 0=0= 0;k=arctan<—%>,
kk

Composition of repeated rotations Qjx= R (i, k, 0ix) can be organized to lead to an upper triangular matrix

Qmn---Q32Qm1... Q31 Q21 A=R.
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Whereas Householder reflectors work on entire vectors, Givens rotators nullify individual subdiagonal elements.
For full matrices Householder reflectors typically require fewer floating point operations, but the special structure
of a sparse matrix is better exploited by use of Givens rotators.

Input: A€C™" .. function GivensQR(A)
Q=0,, m,n=size(A)
for k=1:n Q=zeros(m,n); R=copy(A)
fori=k+1:m for k=1:n
0 =arctan(-a; / ag) for i=k+1:m
c=cos(0); s=sin(0) 0 = atan(-R[1i,k],R[k,k]); Ql[i,k]=
for j=k:n c = cos(0); s = sin(8)
u=dag; v=aj for j=k:n
agj=cu-sv u = R[k,j1; v = R[i,]]
ajj=su+cv R[k,jl=c*u-s*v
R[i,jl=s*u+c*v
end
end
end
return Q,R
end;

As in the Householder implementation the above implementation returns data to reconstruct Q if needed.

LECTURE 11: THE EIGENVALUE PROBLEM

1. Definitions

Linear endomorphisms f: C™ — C", represented by A€C™*™, can exhibit invariant directions x # 0 for which
f(x)=Ax=2Ax,

known as eigenvectors, with associated eigenvalue A€ C. Eigenvectors are non-zero elements of the null space of
A=Al

(A-Ax=0,

and the null-space is referred to as the eigenspace of A for eigenvalue A, E4(1) = N(A-ATI).

Non-zero solutions are obtained if A - A1 is rank-deficient (singular), or has linearly dependent columns in which
case
A—an ain A1m
A-
det(A-A1)=0= det(A1-A)=| @ 7742 -

aAm Amy .- A=Qmm
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From the determinant definition as “sum of all products choosing an element from row/column", it results that

det(AT-A)= A"+ i A™ "+ .+ Cppoi A+ €= pa(A),
known as the characteristic polynomial associated with the matrix A, and of degree m. The characteristic polyno-
mial is monic, meaning that the coefficient of the highest power A™ is equal to one. The fundamental theorem of
algebra states that p4(A) of degree m has m roots, hence A€C™ ™ has m eigenvalues (not necessarily distinct), and
m associated eigenvectors. This can be stated in matrix form as

AX = XA,

with

X=[ X1 .. Xm ],A=diag(/11,...,/1m),

the eigenvector matrix and eigenvalue matrix, respectively. By definition, the matrix A is diagonalizable if X is of
full rank, in which case the eigendecomposition of A is

A=XAX".

1.1. Coordinate transformations

The statement Ax = Ax, that eigenvector x is an invariant direction of the operator A along which the effect of
operator is scaling by A, suggests that similar behavior would be obtained under a coordinate transformation Ty =
Ix = x. Assuming T is of full rank and introducing B = T~'AT, this leads to

Ax=ATy=Ax=ATy= T_]ATy=/1y.

Upon coordinate transformation, the eigenvalues (scaling factors along the invariant directions) stay the same.
Metric-preserving coordinate transformations are of particular interest, in which case the transformation matrix is
unitary B= Q"AQ.

DEFINITION. Matrices A,B€C™ ™ are said to be similar, B ~ A, if there exists some full rank matrix T € C™" such that
B=T 'AT.

PROPOSITION. Similar matrices A,B€C™™, B =T 'AT, have the same eigenvalues, and eigenvectors x of A, y of B are
related through x = Ty.

Since the eigenvalues of B ~ A are the same, and a polynomial is completely specified by its roots and coefficient of
highest power, the characteristic polynomials of A, B must be the same

paV) =] | (A= 20) =ps(A).
k=1

This can also be verified through the determinant definition
ps(t)=det(AM - B) =det(AT'T - T7'AT) =det(T (A1 - A) T) =det(T ") det(A1 - A)det(T) = pa(A),

since det(77") = 1/det(T).
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1.2. Paradigmatic eigenvalue problem solutions

o Reflection matrix. The matrix

H=1-2qq" €R*?|q|=1,

is the two-dimensional Householder reflector across N(q'). Vectors colinear with g change direction along the
same orientation upon reflection, while vectors orthogonal to g (i.e., in the null space N(g")) are unchanged.
It is therefore to be expected that A;=-1, x;= q, and A;=1, ¢"x,=0. This is readily verified

Hq=(1-2q9")q=q-2q=-gq,

Hxy=(1-2 qu)x2=x2.

C(q N(q")

Figure 1.17. Reflector in two dimensions

- Rotation matrix. The matrix

cos@ -sinf
sin@ cosO |’

R(9)=[

represents the isometric rotation of two-dimensional vectors. If =0, R =1 with eigenvalues A;=21,=1, and
eigenvector matrix X =1. For 0 =, the eigenvalues are A;=A;=-1, again with eigenvector matrix x =1. If
sin 0 #0, the orientation of any non-zero x €R? changes upon rotation by 6. The characteristic polynomial has
complex roots

p(A) = (A-cos 0)2+5sin*0=> A, ,=cos O + isin O = e*?

and the directions of invariant orientation have complex components (are outside the real plane R?)

ol 11 exc| € €| [1-1][e”0
Lidi U7 e | i Jlo e
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Second-order differentiation matrix. Eigenvalues of matrices arising from discretization of continuum
operators can be obtained from the operator eigenproblem. The second-order differentiation operator 82 has
eigenvalues -£2 associated with eigenfunctions sin(&x)

32sin(&x) = -&%sin(&x).

Sampling of sin(&x) at xg=kh, k=1,...,m, h=m/(m+ 1) leads to the vector u €R™ with components uy=sin(&kh).
The boundary conditions at the sampling interval end-points affect the eigenvalues. Imposing sin(&x) =0, at
x=0and x =7 leads to £ €Z. The derivative can be approximated at the sample points through

g SinLE b)) - ZSi"h[ka] rsin[€0u—h)] =% (cos(ER) —1)sin(kh) = —%sinz(%)sin(gkh) .

The derivative approximation vector u” = [ ui]k1,...m results from a linear mapping u” = Du, and the matrix
1 ..
D=Fd1ag([ 1-217),

has eigenvectors u and eigenvalues -(4/h?) sin?(£h/2), £=1,2,...,m. In the limit of an infinite number of
sampling points the continuum eigenvalues are obtained, exemplifying again the correspondence principle
between discrete and continuum representations

lim -%gﬁ(%):-g%

h—0
1.3. Matrix eigendecomposition

A solution X,A to the eigenvalue problem AX = XA always exists, but the eigenvectors of A do not always form a
basis set, i.e., X is not always of full rank. The factorized form of the characteristic polynomial of A€ C™™ is

K

pa(A)=det(A1-A) =] T (A= 20)™,
k=1

with K< m denoting the number of distinct roots of p,(A), and my is the algebraic multiplicity of eigenvalue A,
defined as the number of times the root Ay is repeated. Let &, denote the associated eigenspace &= &E4(Ak) =
N(A - AiI). The dimension of & denoted by ny is the geometric multiplicity of eigenvalue A,. The eigenvector
matrix is of full rank when the vector sum of the eigenspaces covers C™, as established by the following results.

PROPOSITION. The geometric multiplicity is at least 1, ng=1.
Proof. By contradiction if ny=dim &, then &, ={0}, but eigenvectors cannot be null. o
PROPOSITION. If Aj+Aj then &;n &;={0} (the eigenspaces of distinct eigenvalues are disjoint)

Proof. Let x€ &, hence Ax=A;x and x €&}, hence Ax = A;x. Subtraction gives

Ax-Ax=0=(A;- Aj)x.
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Since A;# A; it results that x = 0. O

PROPOSITION. The geometric multiplicity of an eigenvalue is less or equal to its algebraic multiplicity,

O<ng=dim(N(A-Al)) <my.

Proof. Let V€C™ ™ be an orthonormal basis for N(A - Al). By definition of a null space, y € N(A- )
(A=Al)y=0= Ay =Ary,

i.e., every vector of the eigenspace is an eigenvector with eigenvalue A;. Then

AV=A[ Vi Vo ... Vnk]=|:AV] Avy ... Avnk]=/1[ Vi vy ... vnk].

Form the unitary matrix vV =[ v z]€C™™, and compute

. v . V" VAV V'AZ
viav=| Co|alv z]=| o |lavazl=| 00 |
z Z AV Z°AZ
Since V is unitary, obtain
vi zj
VAV=A 2 [viva e v 1=, z2av=2] 2 [ vi va ... va ]=0,
V;'k Z;n—nk

where I, is the ny x ny identity matrix, and in the above 0 denotes a (m - ny) x ny matrix of zeros. The matrix

sovav- o' o]

0 D

is similar to A and has the same eigenvalues. Since det(z/ - B) =det((z-A)1) det(D), the algebraic multiplicity of
A must be at least ny, i.e., ng<my. =]

DEFINITION 1.4. An eigenvalue for which the geometric multiplicity is less than the algebraic multiplicity is said to be
defective.

- Example. Non-defective matrices exist, for example

X =1,A=diag([1 2 3]).

>

Il
S
o N O
w o o
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o Example. Non-defective matrices with repeated eigenvalues exist, for example

100
A=[0 10|, x=1,A=diag([ 11 1]).
001

- Example. Defective matrices exist, for example

S W =

has eigenvalue A =3 with algebraic multiplicity m;=3. Reduction to row-echelon form of A-AI leads to

A-Al=

S O O
S O =

and N(A-AI)=(ey), i.e,, the geometric multiplicity is equal to 1. The above is known as a Jordan block.

PROPOSITION 1.5. A matrix is diagonalizable if the geometric multiplicity of each eigenvalue is equal to the algebraic
multiplicity of that eigenvalue.

Proof. Recall that A is diagonalizable if the eigenvector matrix X is of full rank. Since the eigenspaces &; of the K
distinct eigenvalues are disjoint, the column space of X is the direct vector sum of the eigenspaces

C(X)=&10...08.

The dimension of C(X) is therefore given by the sum of the eigenspace dimensions

Since ny<my, the only possibility for X to be of full rank, dim C(x) =m, is for ny=m;. o

1.4. Matrix properties from eigenvalues

Eigenvalues as roots of the characteristic polynomial

pa(A) =det(A1-A) =)U"+c1)k’""+...+cm_1/1+cm=n (A-Ak)
k=1

reveal properties of a matrix A€ C™ ™. The evaluation of p4(0) leads to

det(—A)=(—1)’”det(A)=(—1)’”ﬁ Ao
k=1
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hence the determinant of a matrix is given by the product of its eigenvalues

The trace of a matrix is the sum of its diagonal elements is equal to the sum of its eigenvalues

tr(A)=)_ am=)_ A

m
k=1

x~
]

a relationship established by the Vieta formulas.

1.5. Matrix eigendecomposition applications

Whereas the SVD, QR, LU decompositions can be applied to general matrices A € C™" with m not necessarily
equal to n, the eigendecomposition requires A€ C™™, and hence is especially relevant in the characterization of
endomorphisms. A generic time evolution problem is stated as

oru=u;=Ff(u),u(0)=ug,u:R, —C",

stating that the rate of change in the state variables u characterizing some system is a function of the current state
through the function £:C™— C™, an endomorphism. An approximation of f is furnished by the MacLaurin series

f(u)=v+Au +O(||u||2),v=f(0),A=%(0).

Truncation at first order gives a linear ODE system u; =v + Au, that can be formally integrated to give
u(t)=vt+ehug.
The matrix exponential e is defined as

1 1 1
em=l+ﬂtA+E(tA)2+j(tA)3+....

Evaluation of A" requires n— 1 matrix multiplications or (n-1)m? floating point operations. However, if the eigen-
decomposition of A= XA X' is available the matrix exponential can be evaluate in only 2m? operations since

A= (XAX T (XAXT) . .(XAX ) =x AKX,
leads to

e=xeNx.
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2. Computation of the SVD

The existence of the SVD A=UX v* was establish by a constructive procedure by complete induction. However the
proof depends on determining the singular values, e.g., o1=||A|l. The existence of the singular values was established
by an argument from analysis, that the norm function on a compact domain must attain its extrema. This however
leaves open the problem of effectively determining the singular values. In practive the singular values and vectors
are determined by solving the eigenvalue problem for AA* and A* A

AA=(USVY(UIV)=VITUUSV'=VvI SV'= (AA)V=VI'S,
AA = (USV(UEZVY' =UuIv'vITU =UuXY U= (AA)U=UXZ".

From the above the left singular vectors U are eigenvectors of AA", and the right singular vectors are eigenvectors
of A"A. Both AA" and A" A have the same eigenvalues that are the squared singular values.

LECTURE 12: POWER ITERATIONS

1. Reduction to triangular form

The relevance of eigendecompositions A= XA X" to repeated application of the linear operator A€ C™™ as in

1 1
em=l+?tA +?t2A2+-~~=Xe“\X‘1,

suggests that algorithms that construct powers of A might reveal eigenvalues. This is indeed the case and leads to
a class of algorithms of wide applicability in scientific computation. First, observe that taking condition numbers
gives

p(A) =p(XAX) < p?(X) p(A) = (1A lmax/ [ Almin).

where |Almax, [Almin are the eigenvalues of maximum and minimum absolute values. While these express an intrinsic
property of the operator A, the factor u?(X) is associated with the conditioning of a change of coordinates, and a
natural question is whether it is possible to avoid any ill-conditioning associated with a basis set X that is close to
linear dependence. The answer to this line of inquiry is given by the following result.

SCHUR THEOREM. For any A€ C™ ™ there exists Q unitary and T upper triangular such that A= QTQ".

Proof. Proceed by induction, starting from an arbitrary eigenvalue A and eigenvector x. Let uy=x/|x||, the first column
vector of a unitary matrix U=[ uy; V]. Then

U*AU=[I‘I/1]A["1 V]=[l",i][f‘"1 AV]=[§*]M"‘ AV]=[§] 2]
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with ¢ €C™V*(m=1) that by the inductive hypothesis can be written as C = WSW*, with W unitary, S upper triangular.
The matrix

is a product of unitary matrices, hence itself unitary. The computation

@aa-(ofo W) afo Lo v Jralo W]Lo b o e Lo W) [o 5 ]

then shows that T is indeed triangular. o

]
—
S =

The eigenvalues of an upper triangular matrix are simply its diagonal elements, so the Schur factorization is an
eigenvalue-revealing factorization.

2. Power iteration for real symmetric matrices

When the operator A expresses some physical phenomenon, the principle of action and reaction implies that A€
R™™ is symmetric, A= A" and has real eigenvalues. Componentwise, symmetry of A=[a;] implies a;;=aj. Con-
sider Ax = Ax, and take the adjoint to obtain x" A" =Ax", or x A=AxT since A is symmetric. Form scalar products
xTAx =2xTx, xTATx = Ax" x, and subtract to obtain

0=(A-A)x"x=1=1= A€R,
since x #0, an eigenvector.
Example. Consider a linear array of identical mass-springs. The i*" point mass obeys the dynamics
mXi=k(Xi.1—xi) - k(xj - xi_1) = k(Xje1- 2x; + Xi_1),
expressed in matrix form as x = Ax, with A symmetric.
For a real symmetric matrix the Schur theorem states that
A=AT= (QTQN)=QT"Q"=T-T77,

and since a symmetric triangular matrix is diagonal, the Schur factorization is also an eigendecomposition, and the
eigenvector matrix Q is a basis, C(Q)=R"™.

2.1. The power iteration idea

Assume initially that the eigenvalues are distinct and ordered |A{|>|A;|>--->|A,|. Repeated application of A on an
arbitrary vector v=Qc€R™=C(Q) is expressed as

A"v=(QAQ)"Qc=(QAQT)(QAQT)...(QAQT) Qc= QA"
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a linear combination of the columns of Q (eigenvectors of A) with coefficients A"c=[ A7c; AJcy ... Apcm ]’

- For large enough n, [A{|>|A4, k=2,...,n, leads to a dominant contribution along the direcion of eigenvector q;
A"v=QA"c=Aciqi+ -+ A cmam= Al ¢t qy.

This gives a procedure for finding one eigenvector of a matrix, and the Schur theorem proof suggests a recursive
algorithm to find all eigenvalues can be defined.

The sequence of normalized eigenvector approximants v,=A"v/||A"v| is linearly convergent at rate r=|A,/A4.
2.2. Rayleigh quotient
To estimate the eigenvalue revealed by power iteration, formulate the least squares problem

min|Av - vc|,
c

that seeks the best approximation of one power iteration Av as a linear combination of the initial vector v. Of
course, if v = q is an eigenvector, then the solution would be ¢ =, the associated eigenvalue. The projector onto
C(v)is

p= VVT
VTV,
that when applied to Av gives the equation
PA TA viAv v ¢ viav
v=——mAv= v=Cv =
VTV VTV VTV
The function rR™—R,
;
v Av
r(v)= viv’

is known as the Rayleigh quotient which, evaluated for an eigenvector, gives r(q) =A. To determine how well the
eigenvalue is approximated, carry out a Taylor series in the vicinity of an eigenvector g

r(v)=r(g) 45 [%r(9)]7 (v~ )+ O(lIv - qIP),

where V, r is the gradient of r(v)

ar
vy
V,r=|:
ar

IV,

Compute the gradient through differentiation of the Rayleigh quotient

_ Vo(vTav) (vTAv) v, (vTv).

VerV) == o v
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Noting that V, v; = e;, the it column of 1, the gradient of v'v is

m m m m
V, (W) =V, V=) Vv?=) 2vN,vi=2) viej=2v.
i=1 i=1 i=1 i=1

To compute V,(vTAv), let u=Av, and since A is symmetric uT=vTAT=vTA, leading to

m m
V,(vTAv) =V, (uTv)= ZV ujvi) ZU’VVV’+Z viV, u;.
i=1 i=1

Use u;= ZJ 1ajjvj also expressed as u;j=Y"" ajjv; by swapping indices to obtain

i=1

m m
uj= Z a,-jVV Vj= Z a,-jej
j=1 j=1

and therefore

m m m m m m
Z viV,u;= Z V,Z ajjej= Z Z ajj Z Z ajjvje,.
i=1 i=1 Jj= j=1 i= Jj=1
Use symmetry of A to write
m m
Z a,-jv,-=Z aj,-v,-=uj,
i=1 i=1
and substitute above to obtain
m m
Z V,'VVU,'=Z ujej=u=Av.
i-1 j=1
Gathering the above results

V, (vIv)=2v,V,(vTAv)=2Av,

gives the following gradient of the Rayleigh quotient
2
V,r(v) =7(Av -r(v)v).
V' v

When evaluated at v = q, obtain V, r(q) =0, implying that near an eigenvector the Rayleigh quotient approximation
of an eigenvalue is of quadratic accuracy,

r(v)=A=0(llv - qI?).
2.3. Refining the power iteration idea

Power iteration furnishes the largest eigenvalue. Further eigenvalues can be found by use of the following proper-
ties:

- (A, q) eigenpair of A= (A-p, q) eigenpair of A-pl;

- (A q) eigenpair of A= (1/4, q) eigenpair of A™".
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If it is a known initial approximation of the eigenvalue then the inverse power iteration v,= (A -p1) v, 1, actually
implemented as successive solution of linear systems

(A—pl)vn= Vi1,

leads to a sequence of Rayleigh quotients r(v,) that converges quadratically to an eigenvalue close to p. An impor-
tant refinement of the idea is to change the shift at each iteration which leads to cubic order of convergence

Algorithm (Rayleigh quotient iteration)

Given v, A
u= viav/viv
for i=11to Nmay
w =(A-pl)\v (solve linear system)
v=w/|w]|
A=v Av
if |- pl< e exit
p=A
end
return A, v

Power iteration can be applied simultaneously to multiple directions at once

Algorithm (Simultaneous iteration)

Given A
Q=1; u=diag(A)
for i=11to Nmay
V=AQ (power iteration applied to multiple directions)
QR =V (orthogonalize new directions)
2 =diag(QTAQ)
if |A - p|l <e exit
end
return A, Q

LECTURE 13: EIGENVALUE-REVEALING FACTORIZATIONS






CHAPTER 2
SCALAR FUNCTION APPROXIMATION

LECTURE 14: INTERPOLATION

The linear algebra concepts arising from study of linear mappings between vector spaces f:U—V, f(au + fv) =
af (u) +Bf(v), are widely applicable to nonlinear functions also. The study of nonlinear approximation starts with
the simplest case of approximation of a function with scalar values and arguments, f:R — R through additive
corrections.

1. Function spaces

An immediate application of the linear algebra framework is to construct vector spaces of real functions & = (F,+,-),
with F={f|f:R— R}, and the addition and scaling operations induced from R,

(af +pg)(t)=af (t) +&(t), f,g€ F, o, BER.

Comparing with the real vector space (R™,+,-) in which the analogous operation is au + Bv,u,vER™, o, fER, or
componentwise

(au+Pv)i=aui+Pvii=1,2,...,m,
the key difference that arises is the dimension of the set of vectors. Finite-dimensional vectors within R™ can be
regarded as functions defined on a finite set u <= u:{1,2,...,m} =R, with u(i) = u;. The elements of F are however

functions defined on R, a set with cardinality ¢=2%, with &, the cardinality of the naturals IN. This leads to a review
of the concept of a basis for this infinite-dimensional case.

1.1. Infinite dimensional basis set

In the finite dimensional case B € R™ ™ constituted a basis if any vector y € R™ could be expressed uniquely as a
linear combination of the column vectors of

Vy€R™ Ac€R™suchthat y=Bc=cibi+--+Cmbn.

While the above finite sum is well defined, there is no consistent definition of an infinite sum of vectors. As a simple
example, in the vector space of real numbers £, = (R, +,-), any finite sum of reals is well defined, for instance

B ‘ _\k_[ 1 ifneven
5"‘;< R ‘{o if nodd

but the limit S,_, cannot be determined. This leads to the necessity of seeking finite-dimensional linear combi-
nations to span a vector space U= (V, S, +,-). First, define linear independence of an infinite (possibly uncountable)
set of vectors &={v,|y€rl,v, €V}, where T is some indexing set.

DEFINITION. The vector set B ={v,|y€l,v,€V},is linearly independent if the only n€EN scalars, x,...,x,€S, that satisfy

XiVy + ...+ Xp vy, =0,y €T (2.1)
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are x1=0, x,=0,...,x,=0.

The important aspect of the above definition is that all finite vector subsets are linearly independent. The same
approach is applied in the definition of a spanning set.

DEFINITION. Vectors within the set B ={v,|y€T,v,€V},span V, stated as V =span(®B), if for any u€V there exist n€N
scalars, xi,...,x,€S, such that

XiVy + .+ XpVy, =U, Y €T (2.2)

This now allows a generally-applicable definition of basis and dimension.

DEFINITION. The vector set 8 ={vy |y €T, v, €V} is a basis for vector space U =(V,S,+,-) if
1. B is linearly independent;

2. span(®B)=V.
DEFINITION. The dimension of a vector space U= (V,S,+,-) is the cardinality of a basis set 8, dim(U) =|B).

The use of finite sums to define linear independence and bases is not overly restrictive since it can be proven that
every vector space has a basis. The proof of this theorem is based on Zorn's lemma from set theory, and asserts
exsitence of a basis, but no constructive procedure. The difficulty in practical construction of bases for infinite
dimensional vector spaces is ascertained through basic examples.

Example. #.. As a generalization of ®,,=(R™R, +,-), consider the vector space of real sequences {x,}nen repre-
sented as a vectors with a countably infinite number of components x=[ x; x, x3 ... ]". Linear combinations are

defined by
ax+Py=[ axi+ Py ax;+ Py, axs+Pys ... 1"

Let e; denote the vector of all zeros except the it position. In R™, the identity matrix I =[ e; ... e, ] was a basis,
but this does not generalize to R™; for example the vector v=[ 1 1 1 ... ]” cannot be obtained by finite linear
combination of the e; vectors. In fact, there is no countable set of vectors that spans R*.

Example. P(R). The vector space of polynomials P(R) = {p|p(t)=c,t"+ co_1t"™ '+ --- + c,,nEN, c;ER,i=0,1,...,N}
on the real line has an easily constructed basis, namely the set of the monomials

B(H)={t"neN),
an infinite set with the cardinality as the naturals |8| =|IN| = X,.

1.2. Alternatives to the concept of a basis

The difficulty in ascribing significance to an infinite sum of vectors }"7" | v; can be resolved by endowing the vector
space with additional structure, in particular a way to define convergence of the partial sums

n

Sph= E \ 4

i=1
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to alimit lim,—cs,=v.

Fourier series. One approach is the introduction of an inner product (u,v) and the associated norm |lu|| = (u,
v)V2. A considerable advantage of this approach is that it not only allows infinite linear combinations, but also
definition of orthonormal spanning sets. An example is the vector space of continuous functions defined on [-7, 7]
with the inner product

1 7
(f&)-—] fF0e®d,
and norm ||f]l= (f, f)"% An orthonormal spanning set for C[-r, 7] is given by

{%} U {cos(nx)In€IN*} U {sin(nx)|n€N*}.

Vector spaces with an inner product are known as Hilbert spaces.

Taylor series. Convergence of infinite sums can be determined through a norm, without the need of an inner
product. An example is the space of real-analytic functions with the inf-norm

Iflleo=sup f (2)1,

for which a spanning set is given by the monomials {1,t,t%...}, and the infinite exapnsion

FO-=Y a(t-c)*
k=0

is convergent, with coefficients given by the Taylor series

Note that orthogonality of the spanning set cannot be established, absent an inner product.

1.3. Common function spaces

Several function spaces find widespread application in scientific computation. An overview is provided in Table 2.1.

B(R) bounded functions
C(R) continuous functions ~ C"(R)  with continuous derivatives up to r

C.(R) with compact support C/(R) and compact support

Co(R)  that vanish at infinity C*(R) smooth functions

LP(R) with finite p-norm Wk’p(]R) Sobolev space, with norm
1flp= (S (B 1 llep= (oI V1)

Table 2.1. Common vector spaces of functions
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2. Interpolation
The interpolation problem seeks the representation of a function f known only through a sample data set 2 ={(x;,

yi=f(x)li=0,....,m}cR xR, by an approximant p(t), obtained through combination of elements from some family
of computable functions, B = {by,..., b, bi:R—R}. The approximant p(t) is an interpolant of D if

p(xi)=f(xi)=yi,i=0,...,m,

or p(t) passes through the known poles (x;, y;) of the function f. The objective is to use p(t) thus determined
to approximate the function f at other points. Assuming xo<xj<--- <xy;, evaluation of p(t) at t€ (xg, x,y) is an
interpolation, while evaluation at t<xg or t> x,, is an extrapolation. The basic problems arising in interpolation are:

« choice of the family from which to build the approximant p(t);

« choice of the combination technique;

+ estimation of the error of the approximation given some knowledge of f.
- Algorithms for interpolation of real functions can readily be extended to more complicated objects, e.g., interpo-

lation of matrix representations of operators. Implementation is aided by programming language polymorphism
as in Julia.

2.1. Additive corrections

As to be expected, a widely used combination technique is linear combination,
p(£) =cobo(£) + 1 bi(£) + -+ -+ cnbn(t).

The idea is to capture the nonlinearity of f(t) through the functions by(t),..., b,(t), while maintaining the frame-
work of linear combinations. Sampling of b;(t) at the poles x; of a data set 2D, constructs the vectors

bj=bj(x)=[ bj(xo) ... bj(xm)]"€R™,
which gathered together into a matrix leads to the formulation of the interpolation problem as
Bc=y=1Iy,BERM (1), (2.3)
Before choosing some specific function set 8, some general observations are useful.
1. The function values y;= f(x;),i=0,...,m, are directly incorporated into the interpolation problem (2.3).
Any estimate of the error at other points requires additional information on f. Such information can be

furnished by bounds on the function values, or knowledge of its derivatives for example.

2. A solution to (2.3) exists if y € C(B). Economical interpolations would use n<m functions in the set B,
hopefully n<m.

2.2. Polynomial interpolation

Monomial form of interpolating polynomial. As noted above, the vector space of polynomials P(R) has an
easily constructed basis, that of the monomials m;(t) =t which shall be organized as a row vector of functions

M) =[1 1t ... ]



LECTURE 14: INTERPOLATION 119

With o ,,.1(t) denoting the first n+ 1 monomials
Mor()=[ Tt ... t"],

a polynomial of degree n is the linear combination
p(t)=cllp1(t)a=[11t ... t"] =ag+at+---+apt"
an
Let M €R(™D*(™1) denote the matrix obtained from evaluation of the first n+ 1 monomials at the sample points
X=[X0 X1 ... Xm]T,

M =M ni1(x).

The above notation conveys that a finite-dimensional matrix M € R™V*("*1 s obtained from evaluation of the
row vector of the monomial basis function #(x):R — R"™, at the column vector of sample points x €R™'. The
interpolation condition p(x) = y leads to the linear system

Ma=y. (2.4)

For a solution to exist for arbitrary y, M must be of full rank, hence m=n, in which case M becomes the Vander-
monde matrix

1 x0 ... x§

1 X7 - X{l
M= . |,

1 X, ... X))

known to be ill-conditioned. Since M is square and of full rank, (2.4) has a unique solution.

Finding the polynomial coefficients by solving the above linear system requires QO (n/3) operations. Evaluation of
the monomial form is economically accomplished in O(n) operations through Horner's scheme

p(t)y=ao+ (ar1+---+(an-a+(an-1+ant)-t)-t)-t. (2.5)

Monomial basis

1000 A

800 -

600 A

Figure 2.1. Monomial basis over interval [-, 7]
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- Algorithm (Horner's scheme)

Input: t€R,a €R™!

Output: p(t)=ap+ast+---+a,t"

p=dn

for k=n-1downto 0
p=aig+p-t

end

return p

Lagrange form of interpolating polynomial. It is possible to reduce the operation count to find the interpo-
lating polynomial by carrying out an LU decomposition of the monomial matrix M,

Mai(x)=M=LU.

Let £,.1(t)=[ &(t) 4(t) ... £(t) ] denote another set of basis functions that evaluates to the identity matrix at
the sample points x, such that £,.1(x) =1,

Mp1(x)=M=LU=ILU=L,,1(x) LU.
For arbitrary t, the relationship

”ﬂnﬂ(t) =‘£n+1(t) LU,

describes a linear mapping between the monomials o ,.1(t) and the £,,.1(t) functions, a mapping which is invert-
ible since M =L U is of full rank

Lot() =l pr(H) UL,

Note that organization of bases as row vectors of functions leads to linear mappings expressed through right
factors.

o The LU factorization of the Vandermonde matrix can be determined analytically, as exemplified for n=3 by

;s 1 0 0 0
1 X0 X5 Xo 1 1 0 0 1 X X0 x)
Txixt xi |_| 4 Xo=x ] o |l 0 x1-xo X3 -x¢ Xi- X5
1 % x3 x5 Xo— X1 0 0 (xo-x2)(x1—-x2) (Xx0—X2) (X1=x2) (Xo+X1+X2)
1 x3 X3 X3 1 Xo— X3 (x0-x3) (x3-x1) 1 0 0 0 -((x0—x3) (x3-x1) (x3-X2))
Xo—Xq (Xo—Xz) (XZ_Xl)
- Both factors can be inverted analytically, e.g., for n=3,
1 0 0 0
-1 1 0
1 X1—X2 X2 = X0
L= 1 ,
X0 — X1 Xo— X1

(x1-x3) (x3=x2) (x0-x3) (x2-x3) (x0-Xx3) (X1-X3)
(x0=x1) (Xo=x2) (Xo-x1) (x1-X2) (X0-X2) (X2=x1)

X0 X0 X1 X0 X1X2

Xo— X1 (X()—Xz) (XZ_X]) (X()—X3) (X3—X]) (X3—X2)

1 X0+ X1 X1X2+ X0 (X1+ X2)
p-io| o X Gomxo) Oe=xi)  (xo=x3) (xs=x1) (xs=x2)

- 0 0 1 X0+ X1+ X2
(x0-X2) (x1=Xx2)  (Xo—X3) (X3-X1) (X3-X2)
0 0 0

(x0-x3) (x3=x1) (X3 X2)
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The functions that result for n=3

{ (t-x1) (t-x2) (t-x3)  (t-x0) (t-x2) (t-x3)  (t-x0) (t-x1) (E-x3)  (t-x0) (t-x1) (t-x2) )},

(Xo—X1) (Xo—Xz) (Xo—Xs)’ (X1 —Xo) (X1—X2) (X1 —X3)’ (Xz—Xo) (Xz—X1) (Xz—Xs)’ (Xa—Xo) (Xa—X1) (X3—X2

can be generalized as

n

t-x;
6t =] ] —
i~ Xj

j=0

known as the Lagrange basis set, where the prime on the product symbol skips the index j=i. Note that each
member of the basis is a polynomial of degree n.

By construction, through the condition £,.1(x) =1, a Lagrange basis function evaluated at a sample point is

1i=j
[,'(Xj)=5,'j={ 0 I#j

A polynomial of degree n is expressed as a linear combinations of the Lagrange basis functions by

Co

p(t)=£n+1(t)c=[{’o(t) [](t) [n(t)] C] =C0fo(t>+C]f](f)+...Cn{n(t).

Cn
The interpolant of data {(x;, yi= f(x;)),i=0,1,...,n} is determined through the conditions
p(x) = y=‘fn+1(x)c=lc=c2c=y,

i.e., the linear combination coefficients are simply the sampled function values ¢;=y;= f (x;).

P@=Zy%®=2%r15jf (2.7)
i=0 !

=0 j=0

Determining the linear combination coefficients may be without cost, but evaluation of the Lagrange form (2.7)
of the interpolating polynomial requires O (n?) operations, significantly more costly than the O (n) operations
required by Horner's scheme (2.5)

Algorithm (Lagrange evaluation)

Input: x, y ER™ 1 tER
Output: p(£) = X7 vi [1}.e (t-X))/ (xi=x;)
p=0
for i=0ton

w=1

for j=0ton

if j#i then w=w (t-x;)/(xi-x;)

end

pP=p+w:-yi
end
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return p

Lagrange basis

1(i,t)

Figure 2.2. Lagrange basis for n=6 for sin(x) over interval [-7, 7]

A reformulation of the Lagrange basis can however reduce the operation count. Let ¢(¢)=[T;_, (£- xk), and rewrite

ti(t) as

n
t-x;j w;
a(t)ﬂ el O
i

with the weights
S

wi-[ ] s
o 71

depending only on the function sample arguments x;, but not on the function values y;. The interpolating polyno-
mial is now
n

i=0

Interpolation of the function g(t) =1 would give

and taking the ratio yields
n Wi
YioVitoe
(2.9)
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known as the barycentric Lagrange formula (by analogy to computation of a center of mass). Evaluation of the
weights w; costs O (n?) operations, but can be done once for any set of x;. The evaluation of p(t) now becomes an
QO (2n) process, comparable in cost to Horner's scheme.

Algorithm (Barycentric Lagrange evaluation)
Input: x, y€R™1 teR
n Wi n Wi
Output: p(t) = (Zi=0yi t—_x,) /<Zi=0 t—_x,>
fori=0ton
W,'=1
for j=0ton
lfj#l W= W,‘/(X,’-Xj)
end
end
g=r=0
fori=0ton
s=w;/(t-X;); g=q+VyiS;r=r+s
end
p=q/r
return p

Newton form of interpolating polynomial. Inverting only one factor of the o#,.(t) = £,.1(t) LU mapping
yields yet another basis set 5(t) =[ No(t) Ni(t) Ny(t) ... ]

(/”nﬂ(t) U_1 =£n+1(t) L=\5n+1(t) .

The first four basis polynomials are

{1 t-xo (t-xo0) (t-x1) (t-xo) (t-x1) (t-x2) }’

’ X]—XO’ (XZ_XO) (Xz—X]), (X3—X0) (X3—X]) (X3—X2)

with No(t) =1, and in general

for k>0.

Computation of the scaling factors Wk=1/HJI.:0] (xk-x;) would require O(n?/2) operations, but can be avoided by
redefining the basis set as N.(t) =[ no(t) ni(t) m(t) ... ], with no(t)=1, and

=~

() =1 | (t-xj),
J

Il
o

known as the Newton basis. As usual, the coefficients d €R"*! of the linear combination of Newton polynomials

do
p(t) = No(H)e=[ no(t) m(t) ... na(t) ] f’1 = dono(t) +dymy(£) +... + dynn(t),
dy
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are determined from the interpolation conditions p(x) = y. The resulting linear system is of triangular form,

[1 0 0 0
1 X1—Xo 0 0 dO Yo
1 X2 — Xo (Xz—X())(Xz—X]) 0 d] Vi
1 X3 = Xpo (X3—X0)(X3—X]) 0

n-1 :

dn n

1 Xp=xXo (Xn=X0) (Xn=x1) - H(Xn—xj) Y
Jj=0 J

and readily solved by forward substitution.

o The first few coefficients are

~ _y1—do=y1—yo
do—)’o,dl——x1_x0 X -x’
i\ V1Yo y2=y1_yi-yo
dzyz—(Xz—Xo)d]—dozy2 (x2 Xo)x1—x0 0=x2—x1 X1 - Xo
2 (x2=x0) (X2 - x1) (X2 - X0) (X2 - x7) X2—Xo ’

The forward substitution is efficiently expressed through the definition of divided differences

yinl=[yil yisi=yi o [y yie1] = [Yis1,yi
Xi1- Xi Xie1— Xi’ [y,+2, y,+1, y:] Xira— X; H

[y,-] =y,-,[y,-+1,y,-] =

or in general, the kth divided difference

i+ks Yiek=1s+«<s Yi+1] = | Vitk-1,Yitk-15-- -5 Vi
[yi+ksyi+k—]s"'syi]= [y’ y’ ! y’ ]_] [y’ ! y’ ! yl]9
Xj+k— X

given in terms of the (k- 1) divided differences. The forward substitution computations are conveniently organized
in a table, useful both for hand computation and also for code implementation.

i xi [yi] Lyisyi-1l [yiYi-nyi-al

0 xo yo - -
1— Y0
1 X1 y] % -
y2-y1 - yayl -y y]
2 2 ¥ X2— X1 X2 — Xo
n Xn Yo Yn—=Yn-1 [}/n,}/n—1:|_[}/n—1,)/n—2] [}/n,-~~;y1:|_[}/n—h-n;yo]

Xn— Xp-1 Xn— Xnp-2 Xn—Xo

Table 2.2. Table of divided differences. The Newton basis coefficients d are the diagonal terms.

o Algorithm (Forward substitution, Newton coefficients)

Input: x, y ER™!
Output: d ER™!
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d=y
fori=1ton
for j=n downto i
dj= (dj-dj-1)/ (xj = x-i)
end
end

The above algorithm requires only O (n) operations, and the Newton form of the interpolating polynomial
p(t)=[yo]- 1+ [y, y0] - (t=x0) + [y, yol - (£=X0) (£ =X1) + -+ +[Ym Y15 Yol - (= X0) - (£=x1) - (£ = Xn-1),

can also be evaluated in O (n) operations

- Algorithm (Newton polynomial evaluation)

Input: x,d €R™ 1, tER
Output: p(t)=dy+dit+---+d,t"

p=do;r=1
fork=1ton
r=r-(t-xg1)
p=p+di-r
end
return p
Newton basis
[
800 -
600 -
° = 4001 /
200 A
/
0_
. R

Figure 2.3. Newton basis for n=6 for sin(x) over interval [-7, 7]

3. Interpolation error

As mentioned, a polynomial interpolant of f:R—R already incorporates the function values y;= f (x;),i=0,...,n,

so additional information on f is required to estimate the error
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when t is not one of the sample points. One approach is to assume that f is smooth, f € C*(R), in which case the
error is given by

n+1) (n+1)
Fo-pn-L &)1‘[ t-x) =L (. 213

(n+1)! “(n+1)!

for some &, €[ xp, x|, assuming xo<x;<-- <X, The above error estimate is obtained by repeated application of Rolle's
theorem to the function

o= £(u)-p(u) L2 ww),

that has n+1roots at t, xo, x1,..., X, hence its (n+ 1)-order derivative must have a root in the interval (x, x,,), denoted

by &

S (E) - J () 0= £ (e - LB gy

establishing (2.13). Though the error estimate seems promising due to the (n+1)!in the denominator, the deriva-
tive (™" can be arbitrarily large even for a smooth function. This is the behavior that arises in the Runge function
f(t)=1/[1+(5t)%] (Fig. 2.4), for which a typical higher-order derivative appears as

35437500000000 (107421875 t'° - 64453125 3+ 7218750 t° - 206250 t* + 1375 2~ 1)

(1)), =3.5x 10",
22+ M

. f(lO) _

The behavior might be attributable to the presence of poles of f in the complex plane at t;,=+i/5, but the inter-
polant of the holomorphic function g(t) =exp(-(5¢t)?), with a similar power series to f,

F()=1-2512+625t*-15625t°+ O ("),

. 4 6
g(t)y=1-25¢+ 62§t ——156§5t +0(t),

also exhibits large errors (Fig. 2.4), and also has a high-order derivative of large norm ||gllo=3x 10",

o g0 (1) = 1562500000 e~ (62500000 ¢ '° — 56250000 £* + 15750000 £°— 1575000 t* + 47250 2 - 189),
Interpolant of f Interpolant of g
1.0 1.04
0.8 0.8
0.6
0.6
0.4
5 04 -
0.2
0.2 0.0 1
0.0 -0.2
—0.2 -0.4 4
—1‘.00 —0‘.75 —0‘.50 —0‘.25 0.‘00 0.‘25 0.‘50 0.‘75 1.‘00 —1‘.00 —0175 —0‘.50 —0‘.25 OAIOO 0.‘25 0.‘50 0.115 1.60

t t

Figure 2.4. Interpolants of f(t)=1/[1+(5t)%], g(t) ==exp(-(5t)?), based on equidistant sample points.
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3.1. Error minimization - Chebyshev polynomials

Since || f "Vl is problem-specific, the remaining avenue to error control suggested by formula (2.13) is a favorable
choice of the sample points x;, i=0,...,n. The w(t) polynomial

W(t)=1_[ (t-x;)

is monic (coefficient of highest power is unity), and any interval [a, b] cR can be mapped to the [-1,1] interval by
t=2(s-a)/(b-a) -1, leading to consideration of the problem

min Wl =min max |w(t)l,
X

x —lsts]

i.e., finding the sample points or roots of w(t) that lead to the smallest possible inf-norm of w(t). Plots of the
Lagrange basis (L18, Fig. 2), or Legendre basis, suggest study of basis functions that have distinct roots in the
interval [-1,1] and attain the same maximum. The trigonometric functions satisfy these criteria, and can be used
to construct the Chebyshev family of polynomials through

T.(x) =cos[ncos™' x]=cos(nB),cos O = x,0=cos™ ' x.

The trigonometric identity

cos[(n+1)0]+cos[(n-1)0]=2cos 6 cos (nb)
leads to a recurrence relation for the Chebyshev polynomials

Tne1(Xx) =2xTo(x) = Tyo1(x), To(x) =1, i(x) = x.
The definition in terms of the cosine function easily leads to the roots, T,(x;) =0,

. 2i-1
cos[n@]=0=nb;=(2i- 1)7—2-[: 0;= 12n n:x,:cos[

i=1,...
2n 77::|’l ) ana

and extrema xj, T,(x;) = (-1)

cos[nf]=+1= nb;= jr= xj=cos[%],j=0,1,...,n.

The Chebyshev polynomials are not themselves monic, but can readily be rescaled through
Pa(x)=2"""T(x),n>0, Py(x) = 1.

Since |T,(x)|=|cos(n0)], the above suggests that the monic polynomials P, have ||P]lc=2""", small for large n, and
are indeed among all possible monic polynomials defined on [-1,1] the ones with the smallest inf-norm.
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THEOREM. The monic polynomial p:[-1,1]— R has a inf-norm lower bound

lplls= max Ip(t)=2""".

Proof. By contradiction, assume the monic polynomial p:[-1,1] —R has ||qllo<2'"". Construct a comparison with the
Chebyshev polynomials by evaluating p at the extrema x;j=cos(jm/n),

(=1Y p(x)) <lp(x;)1 <2 "= (=1YPa(x)) = (=1) 27" Ty(x)).
Since the above states (-1)/p(x;) < (~1)/Pa(x;) deduce
(-1)[p(x;) - Pa(x/)]<0,for j=0,1,...,n (2.14)

However, p, P, both monic implies that p(x;) - P,(x;) is a polynomial of degree n-1 that would change signs n+1 times
to satisfy (2.14), and thus have n roots contradicting the fundamental theorem of algebra. o

Chebyshev polynomials

1.00 A

0.75 A

0.50 A1

0.25 A

0.00 A

Tn(x)

—0.25 1
—0.50 -

—0.75
7

—1.00 -

-1.00 -0.75 -0.50 -0.25 0.00 0.25 050 0.75 1.00
X

Figure 2.5. First n=6 Chebyshev polynomials
3.2. Best polynomial approximant

Based on the above, the optimal choice of n+1 sample points is given by the roots x;=cos(6;) of the Chebyshev
polynomial of (n+1)" degree T,.1(x), for which cos[(n+1)0]=0,

x—cos[ il <1+')] =0 n
A n+1\2 J »J=U,..,0,

For this choice of sample points the interpolation error has the bound
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n+1) I I ”*UH
£ (2) = pa(t) n+1)' 1_[ (t-x) n+1()§!)” el (£+1)'2"

LECTURE 15: DERIVATIVE INTERPOLATION

1. Interpolation in function and derivative values - Hermite interpolation

In addition to sampling of the function f:R— R, information on the derivatives of f might also be available, as in
the data set

,‘;D/’={(X,‘,y,'=f(X,'),y,"=f,(X,')),i=0, 1,...,”}. (215>

The extended data set can again be interpolated by a polynomial, this time of degree 2n+ 1 given in the monomial,
Lagrange or Newton form.

Monomial form of interpolating polynomial. Using the monomial basis

Mo (H)=[1 t 2 £ ... 2™71],

the interpolating polynomial is

0
p(t)y=dlypr(t)a=[1 1t .. t>™"] & =ag+art+ -+ 27,
A2n+1

with derivative

p(t)=ai+2axt+---+(2n+1)az,,1t*".
The above suggests constructing a basis set of monomials and their derivatives

1t 2 3 ... 2]

ﬂ b
i (O=1 0 1 g 3 (2n+1) 2
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to allow setting the function p(x;) = y;, and derivative conditions p(x;) = y;. The columns of #5,.:(t) are linearly

independent since
t/ tk
“[ﬂf” ]+ﬁ[ ket ]0

o Sampling at x €R(™D gives M =M. 1(x) € R@mD)x(2n+2) e.g., for n=2, the matrix is

can only be satisfied for all t by a=f=0.

1x x¢ x5 x¢ x3
1 xq x]2 xf x14 x]5
Mo 1 x x22 x23 X3 x25
0 1 2xp 3x¢ 4x3 5x¢ |
0 1 2x; 3x? 4x3 5x¢}
01 2x 3x3 4x3 5x5

is obtained.

For general n, M is of full rank for distinct sample points with a determinant reminiscent of that of the Vander-
monde matrix

whose solution requires Q. ([2(n+1)]?/3) operations. An error formula is again obtained by repeated application
of Rolle's theorem, i.e., for p interpolant of data set ', 3, € (xo, x,) such that

(2n+2) n
£(0)-p0) =L SO (1-x2
j=0

T (2n+2)!
The above approach generalizes to higher-order derivatives, e.g., for

D" ={(xiyi=f(xi),yi=f (xi),yi' = f(x)),i=0,1,...,n}, (2.16)

the basis set is

1t 28 ... 8™
Mina(B)=| 0 1 2t 3t2 ... (3n+2) 3] ,
002 6t ... (3n+2)(3n+1)t%"

with interpolant

p(t) =M 3n.2(1)a,
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with 2 €R3(™V determined by solving

with M =Ml 3,,2(x) eRGM3)xGn+3) and error formula
(3n+3) . n
r0-p0-L5 S T (=%
j=0

Lagrange form of interpolating polynomial. As in the function value interpolation case, a basis set that evalu-
ates to an identity matrix when sampled at x €ER"*'is obtained by L U-factorization of the sampled monomial matrix

Mon(x)=M=LU=ILU =L, 1(x) LU,
that for arbitrary t leads to the basis set

ao(t) ar(t) ... an(t) bo(t) by(t) ... bu(t)

Lania(8) = bl (1) “_]“]=[aa<t> ai(t) . dy(t) by(t) bi(t) ... bilt)

The interpolating polynomial of data set )" ={(x;,y;=f (xi),yi = f (x;)),i=0,1,...,n} is

p(t) =) yiai(t)+)_ yi bi(t),

i=0 i=0

where the basis functions can be expressed in terms of the Lagrange polynomials

T ot-x
&(t) = L
01157
as
ai(t)=[1-2(t=x)) G (i) 16 (1), bi(t) = (t=xi) £F(1),
and have the properties

Cl,'(Xj) = 5,‘j, a',-(xj) = 0, b,‘(Xj) = 0, b;(XJ) = 5,‘j.

o As, an example, consider the L U-factorization of matrix M = o#5,.1(x) for n=1

1 0 00 0 00 ) s

1 1 00 1T 00ff1 X X0 X

0 - 1 10l=1o 1 10 0 x1-Xo x12—x02 zxf—xg )
Xo— X1 X1—Xo 0 0 X0 — X1 2X0—X1X0—X1
L 0o—— —11]lo o 0 (x0-x1)

Xo— X1 X1—Xo
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o The factor inverses are

X0 X0 X1 X()2X1
1 0 00 Xo— X1  Xo— X1 (Xo—x7)?
-1 1 00 1 Xo+ X1 Xo(Xo+2x1)
e 1 1 10 |lu-= X1—-Xo Xo-x1  (Xo-x1)?
X1—Xo Xo— X1 ’ 1 2 X0+ X1
2 0 0 2
11 X0~ X1 (x0=x1)
X1—-Xo Xo—X 1
1—Xo Xo— X1 0 0 0 !
(x0-x1)

o The functions that result
f-Xxo

1 t- 2 1 2 t—
|G=) [l (55 o (5
X0 — X1 X0 — X1 X1— Xo X1— Xo X0~ X1

are indeed expressed in terms of £(t) as

{[1—2(t—x0)

P en(E)

{[1-2(t = x0) to(x0) 13 (£), [1-2(t = x1) 1 (x1) 16 (1), (£~ x0) 5 (t), (= x1) €7 (1) }.

The procedure can be extended to derivatives of arbitrary order, e.g., the data set £ is interpolated by
n n n
p(t)=> yiai(t)+) yibi(t)+> yi ci(t),
i=0 i=0 i=0

where the Lagrange basis polynomials are given as

ao(t) ... an(t) bo(t) ... bp(t) co(t) ... cn(t)
Linea(t) = M3 a() UL = ap(t) ... an(t) bo(t) ... bu(t) co(t) ... cn(t)
ag(t) ... ap(t) by (t) ... by(t) co(t) ... ci(t)

Newton form of interpolating polynomial. As before, inverting only one factor of the o#5,.1(t) = £3,.1(t) LU
mapping yields a triangular basis set 5'(t) =[ so(t) s1(t) sa(t) ... ]

(/”’Zm-](t) U_] = '5”2n+1(t) .
- The first six basis polynomials obtained for n=2 are

{ t-xo (t-xo) (t-x1)
"x1-Xo (X2-X0) (X2—x1)’

(t-x0) (t-=x1) (t=x2) (t=x0)*(t-x1) (t-x2) (t=x0)*(t-x1)*(t-x2) }
(x2=x0) (X1=Xo) (x1=x0)* (X1 - x2) (x2=x0)? (x2-x1)*

o Acloser link to divided difference and differential calculus is obtained by permuting rows of M, e.g., for n=2

100000 1% x¢ x¢ x¢¥ x5 1x x¢ x¢ x¥ x5
000100 1 xq x]z xf’ x14 xf 01 2xp 3x§ 4xg 5x61
010000 1 x x22 xf’ x5 xf 1 xq x]z xf x? xf

PM = 000010 2 3 4 2 3 4
0 1 2x0 3x5 4x5 5xp 0 1 2x1 3xi 4x7 5xj

001000 ([0 1 2x 3x% 4x? 5x¢ 1x X3 x5 X3 X3
00000 1/{ 0 1 2x 3x2 4x3 5x¢ 0 1 2x; 3x2 4x3 5x¢
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The first six basis polynomials thus obtained are

{1 - (t-x0)? (t-x0)2(t-x1) (t-x0)*(t-x1)* (t—Xo)z(t—X1)2(t—Xz)}.
’ Ta-x0)? (a-x0)? T (e-x0)?(e-x1)? (-x0)? (X - x1)?

and upon rescaling generalize to the basis set

Nén+1(t)=[n0(t) n1(t) n2n+1(t) ]a

with

k-1
() = [ | (t=x7)% naker(t) = (= xi)nau(1),k=0,1,...,n

Jj=

known as the Newton basis set with repetitions.

The interpolating polynomial in Newton divided difference form is
P(t) = [yo] + [y, o] (t = x0) + [y1, yo Yol (£=%0)2+ +++ + [V, Y- -, Yo Y] (£ = %0).... (= Xn-1)*( = X).

Divided difference with repeated values are replaced by their, limits, i.e., the derivatives

. Yk=Yk-1
Vo yi]= lim —~=———=
Xp-1—> Xk Xk — Xk-1

72

The forward substitution can again be organized in a table.

i x;i [yil Lyiyi-1] [ViYi-1,Yi-2]
0 Xo y() - -
0x0 Y Yo
Y1i-Yo 1 <y1—yo_ )
T x 4 X1—Xo X1—Xo \ X1— X Yo
. 1 F Y1i-yo
Txayeon X1—Xo<y] X1—Xo>
Y2- V1 1 (yz—y1_ )
2 X2 )2 X2— X1 X2— X1\ X2— X1 4
2 X2y Y2
, + Yn—Yn [}/n,--~;y1:|_[}/n—h-n;yo]
o YooY Xn_Xn—1<yn Xn_Xn—l) Xn = Xo

Table 2.3. Table of repeated divided differences. The Newton basis coefficients are the diagonal terms.

Interpolation of data containing higher derivatives, or differing orders of derivative information at each node are
poissible. For multiple repeated values arising in the limit x;,x — x; of sample points x;<x;,1s--- <x;, the divided
difference is determined by

[yi+ka Yitk-15--. a)/i+1] - [y:'+k—1a Yitk-15+++ YI]

Xjvk = Xj

Xi<Xij+k
[y:'+kay:'+k-1,...,y,-]= ®
Y

i

k!

Xi=Xij+k
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LECTURE 16: PIECEWISE INTERPOLATION

1. Splines

Instead of adopting basis functions defined over the entire sampling interval [ xo, x,,] as exemplified by the monomial
or Lagrange bases, approximations of f:R — R can be constructed with different branches over each subinterval,
by introducing S;:[x;_1,x;] — R, and the approximation

S](t) X0$t<X]
Sz(t) xX1st<xy

Sa(t)  Xpoist<xp
5n+1(t) t=x,

The interpolation conditions p(x;) = y; lead to constraints
Si(Xi-1) = yi-1.

The form of S(t) can be freely chosen, and though most often S(t) is a low-degree polynomial, the spline functions
may have any convenient form, e.g., trigonometric or arcs of circle. The accuracy of the p(t) approximant is deter-
mined by the choice of form of S(t), and by the sample points. It is useful to introduce a quantitative measure of
the sampling through the following definitions.

DEFINITION. {Xg, X1,...,Xn} is a partition of the interval [a,b] <R if x,€R, i=0,1,..., n, satisfy

A=Xg<X1<'"+<Xp_1<Xp=Db.

DEFINITION. The norm of partition X ={xo, x1,...,Xn} of the interval [a,b] <R is

1XIl = max|x; - x;_4| .
1sisn

Constant splines (degree 0). A simple example is given by the constant functions S;(t) = y;_;. Arbitrary accuracy
of the approximation can be achieved in the limit of n— oo, |X]|— 0. Over each subinterval the polynomial error
formula gives

f () =Si(t) = f (&) (t-xi-),

so overall

£ (6) =p()I<If Tl X1,
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which becomes
£ () -p(®)I<Ifllsh,

for equidistant partitions x;=xo+ ih, h=(x,- xo)/n. The interpolant p(t) converges to f(t) linearly (order of con-
vergence is 1)

Linear splines (degree 1). A piecewise linear interpolant is obtained by

t-x;

=L (Yi- Yic) + it

Si(t)=X'—X 1
i~ Xi-

The interpolation error is bounded by
1 .
LF () = p(D)I<51f lleo b7,
for an equidistant partition, exhibiting quadratic convergence.

Quadratic splines (degree 2). A piecewise quadratic interpolant is formulated as
5,‘(1’) = b,‘(t—X,'_])2+ C,'(t—X,'_]) + y,'_].

The interpolation conditions are met since S;(x;_1) = yi-1. The additional parameters of this higher order spline
interpolant can be determined by enforcing additional conditions, typically continuity of function and derivative
at the boundary between two subintervals

Si(xi)=bihi +cihi=y; i=1,2,...,n
Si(xi)=2bjh;+ cj=2bis1hjs1 + cis1=Sia(x;) i=1,2,...,n-1"

An additional condition is required to close the system, for example S,(x;) = y, (known end slope), or S,(x;) =0 (zero
end slope), or S,(x;) =S,(x;_1) (constant end-slope). The coefficients b;, c; are conveniently determined by observing
that S;(t) is linear over interval [x;_, x;] of length h;=x;- x;_1, and is given by

t-Xj-1

hi

Si(t) = (5,-—5,-_1)+5;_1=%(x,-—t)+%(t—x,-_1),

with s; =y, the slope of the interpolant at x;. The continuity of first derivative conditions S;(x;) = Si.1(x;) are satis-
fied, and integration gives

Si Si-
Si(t) =W(t-x,-_])2-2—iﬂ(x,-- )2+ A

The interpolation condition S;(x;_1) = y;_1, determines the constant of integration A;

Si-1 h; Si-1 h;
Aj-= > '=y,'-1$Ai=y,'-1+%,
Imposing the continuity of function condition S;(x;) = S;.1(x;) gives
sihi  siihi_ sihia o sihii;

— Vit 2 it



136 SCALAR FUNCTION APPROXIMATION

or

2 .
5;_1+5;=F(y;—y;_1),l= 1,2,...,n,
1

a bidiagonal system for the slopes that is solved by backward substituion in O.(2n) operations. For i=1, the sy value
arising in the system has to be given by an end condition, and the overall system Bs =d is defined by

. ]
h—1(y1 = ¥0) = %o

1 2
B=| 11 d=| B\V2TN ,sER" BER™",

_ hin(yn— Yn-1)
The interpolation error is bounded by

If (1) —p(t)\s%nf’nm h?,
for an equidistant partition, exhibiting quadratic convergence.

Cubic splines (degree 3). The approach outlined above can be extended to cubic splines, of special interest since

continuity of curvature is achieved at the nodes, a desirable feature in many applications. The second derivative is
linear

ST () =2 (=) + 7 (t=xi0),

with z;_1=5/(x;_1), zi= S/ (x;) the curvature at the endpoints of the [x;_1,x;] subinterval. Double integration gives

Si(t) =221 0= )%+ S (E= X0 + Ai(t=Xi-1) + Bi(xi t).

The interpolation conditions S;(x;_1) = yi-1, Si-1(x;) =y, gives the integration constants

A Yi_Zi6hi,Bi=E_Zi—lhi

~h; h; 6

and continuity of first derivative, S;(x;) = Si.1(x;), subsequently leads to a tridiagonal system for the curvatures

hizioa+ 2(hi+ hia)zi+ hiazio = 6<y;f:y") - 6(y’;1?’"‘>,i= 1,2,...,n-1.
I+ 1

End conditions are required to close the system. Common choices include:
1. Zero end-curvature, also known as the natural end conditions: zy=z,=0.

2. Curvature extrapolation: zo=zy, z,=2z,_1
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3. Analytical end conditions given by the function curvature: zo= f"(x), zo= f~ (xn).

1.1. B-splines

The above analytical approach becomes increasingly unwieldy for higher degree piecewise polynomials. An alter-
native approach is to systematically generate basis sets of desired polynomial degree over each subinterval. The
starting point in this basis-spline (B-spline) approach is the piecewise constant functions

1 Xj$t<Xj+1
0 otherwise’

Bjo(t)= {

leading to the interpolant

f(t)EP(t)=Z Yi Bjo(t), (2.17)

j=0
of f:R—R, as sampled by data set D ={(x;,yi=f(x;)),i=0,1,...,n}, a=xo<x1<---<x,=b. The set
ﬂo(t;x)={Bo’()(t),B]’o(t),...,Bn’o(t)}

constitutes a basis for all piecewise constant approximants of real functions on the interval [xo, x,]. Higher degree
basis sets B(t;x), k>0, are defined recursively through

Bj i(t) = wji(t) Bj k-1(t) + (1= wjs14 (1)) Bjs -1 (t),

with the weight function

t-x;
Xjrk = Xj

wi k() =

0.8 -

-+ | okl
i Y’ V’ "’

i

'«A?/"\vg@’\v
\AAMAN

28I A LN oSt

Figure 2.6. B-spline sets By, B1,B,, B3, B, with x=[0 12 3 4 5]
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As the degree k increases, the support of Bj (t) increases to the interval [xj, Xj..1]. This is the B-spline analog of
the additional end conditions in traditional spline formulations, and leads to the set

Bk(t;x) ={BO,k(t)a B],k(t)"“aBn,k(t)}

defining a basis for splines of degree k only on a subinterval within [x, x,]. Consider the piecewise linear case k=1,
(Fig. 2.7). The set B forms a basis for piecewise linear functions if over each subinterval [xj, x;.1] an arbitrary linear
function S;(t) can be expressed as a linear combination

Si(ty=a+bt=)" c;Bix(t).

i=0
Over [xj,xj.1] only Bj_11(t), Bj(t) are not identically zero, hence
S1(t) =cj1Bj_1,1(t) +¢;Bj1(1).
For the end interval [xo, x1], a definition of B_1(t) would be required,
S1(t) =c1B_q1(t) + co Bo(t),
not available within the chosen x data set. At the other end interval [x,-1, x,],
S1(t) = cn-1Bpo1,1(t) + cn Bna(t),

invokes B, 1 which requires B,.1,0(t), again not available within the chosen data set. One can either include samples
outside the [a, b] interval or restrict the spline domain of definition. Again, this is analogous with the treatment
of end conditions in traditional splines:

1. Sampling outside of the [a, b] range seeks additional information on the function being interpolated f, as
for instance imposed by the condition S'(a) = f (a) in traditional splines;

2. Restricting the definition domain corresponds to inferring information on the behavior of f in the end
intervals as in the condition S'(x) = S'(x;) in traditional splines.

Denote by 54 (t;x) the set of splines S:[xo, x,] — R, that are piecewise polynomials of degree k on the partition x of
[ X0, Xs]- The k=0, piecewise constant interpolant (2.17) is specified by n+ 1 coefficients, the components of y €R"*",
hence

dim S¢(t;x) =n+1,

i.e., the dimension of the space of piecewise-constant splines is equal to the number of sample points. As the degree
k increases, additional end conditions are required to specify a spline interpolation and

dim Sy (t;x)=n+1+k,
requiring a basis set

B (t;x) ={B_kk(t),-., Bok(t), Bir(t),.-, Buk(t)}.
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0.8 -
0.6
04

0.2 -

2 4 6 8 10

Figure 2.7. B-spline set 81 for x=[0 12 3 4 5]

o Algorithm B-spline evaluation (inefficient, does not account for known zero values of B)

Input: K €N, tER™, x €Rk*1
B =0€]Rmx(k+n+1)

fori=1:m
for j=T:k+n
if xjstj<xj,; then B[i,j]=1 end
end
if t;~Xgyne1 then B[i,k+n+1]=1end
end
for k=1:K
for j=T:k+n

w=(t-x))/ (Xjek—Xj)
B[:,j]=wB[:j]+(1-w)B[:j+1]
end
end
return B

A B-spline interpolant of degree k is given by a linear combination of the basis set B(t;x)

n

f(t)=pi(t) = Z ciBj(t).

j——k
- The interpolation conditions y;=p(x;) lead to an underdetermined linear system for k>0
Bc=y,B=[ B_gi(x) ... Bok(x) ... Bni(x) ]G]R("”)x(km”),

analogous to the k degrees of freedom in specification of end conditions for §4(x).
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LECTURE 17: SPECTRAL APPROXIMATIONS

1. Trigonometric basis

The monomial basis {1,t,t...} for the vector space of all polynomials P(R), and its derivatives (Lagrange, Newton,
B - spline) allow the definition of an approximant p € P(R) for real functions f:R — R, e.g., for smooth functions
fE€C®(R). A different approach to approximation in infinite-dimensional vector spaces such as P(R) or C*(R)
is to endow the vector space with a scalar product (f,g) and associated norm || f||= (£, f)"2 The availability of a
norm allows definition of convergence of sequences and series.

DEFINITION. A sequence { fu}nen Of elements of the normed vector space & = (F,C, +,-) converges to f, f,— f if Ve>0,
AN(e) such that || f,- fll<e forall n>N(¢).

DEFINITION. The vector space & = (F,C, +,-) with a scalar product (,): F x F— C is a Hilbert space if the limit of all
Cauchy sequences is an element of F.

All Hilbert spaces have orthonormal bases, and of special interest are bases that arise Sturm-Liouville problems of
relevance to the approximation task.

1.1. Fourier series - Fast Fourier transform

The L?([0,27r]) space of periodic, square-integrable functions is a Hilbert space (L* is the only Hilbert space among
the LP function spaces), and has a basis

1 . .
{i,cos t,sint,...,cos kt,sin kt,...}
that is orthonormal with respect to the scalar product

(f.8) == [ F (0 gD dt.

An element f € [%([0,27]) can be expressed as the linear combination
a — )
f(t) =70+ ; [akcos kt+ bysin kt].

An alternative orthonormal basis is formed by the exponentials

{etint},HGN,
with respect to the scalar product

1 r2r -
(f8)-5=[, fHEDdt
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The partial sum

N
Snf(t)= Z cre®t
k=N

has coefficients ¢, determined by projection
. 1 2 .
_ ikty _ " —ikt
ck=(f,e"") 7)o f(t) e dt,

that can be approximated by the Darboux sum on the partition t;=25mj/N

N N
~ 1 —ikt_1 -jk
Ck-N; fie ’-NZ] fiwn
J= J=

with

27
w= exp[W],

denoting the N™" root of unity. The Fourier coefficients are obtained through a linear mapping
c=WfF,
with ¢, f€CN, and w € CN*N with elements

W = [w_jk]1sj,ksN~

The above discrete Fourier transform can be seen as a change of basis from the basis 1 in which the coefficients of
f are c to the basis W in which the coefficients are f.

1.2. Fast Fourier transform

Carrying out the matrix vector product Wf directly would require Q (N?) operations, but the cyclic structure of
the W matrix arising from the exponentiation of « can be exploited to reduce the computational effort. Assume
N=2P and separate even and odd indexed components of f

=

P P P

-jk -(2j-1k -2jk - jk -jk

=) fion = [f2j—1¢0N(2J K +f2jw/vzj ]=Z fjof +wkZ fajr 5.
=1 j=1

Jj= J J=1

Through the above, the O (N2) matrix-vector product is reduced to two smaller matrix-vector products, each
requiring O (N?/4) operations. For N =29, recursion of the above procedure reduces the overall operation count
to O(gN), or in general for N composed of a small numer of prime factors, O(Nlog N). The overall algorithm
is known as the fast Fourier transform or FFT.

1.3. Data-sparse matrices from Sturm-Liouville problems

One step of the FFT can be understood as a special matrix factorization

Wi = I Dy Wp 0 p
N1 -Dy 0 WwWp N
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where Dy is diagonal and Py is the even-odd permutation matrix. Though the matrix Wy is full (all elements are
non-zero), its factors are sparse, with many zero elements. The matrix Wy, is said to be data sparse, in the sense that
its specification requires many fewer than N? numbers. Other examples of data sparse matrices include:

Toeplitz matrices. A€C™ ™ has constant diagonal terms, e.g., for m=4

abcd
|eabc
| feabl
gfea

A

or in general the elements of A=[ajj]1<;j<m can be specified in terms of 2m -1 numbers a;_p,...,a,_1 through
ajj=4ai-;.

Exterior products. Rank-1 updates arising in the singular value or eigenvalue decompositions have the form
A=uvT=[ Viu Vou ... Vmu],

and the 2m components of u, v are suficient to specify the matrix A with m? components. This can be
generalized to any exterior product of matrices B€C™", ¢ € CP*P through

b€ by ... by, C

b€ byC ... byC
A=BeC=[beC byoC ... byec]=| 2" 2% =

b€ bpyC ... b,,C

The m?=(np)? components of A are specified through only n?+ p? components of B, C.

The relevance to approximation of functions typically arises due basis sets that are solutions to Sturm-Liouville

problems. In the case of the Fourier transform e*/!

are eigenfunctions of the Sturm-Liouville problem
w +Aw=0,w=u+iv,u(0)=u'(m)=0,v(0)=v(m)=0,

with eigenvalues A,= k2 The solution set {¢, ¢,,...} to a general Sturm-Liouville problem to find f:[a,b] >R

%[p(t)%] +q(t) f=-Aw(t) f,

form an orthonormal basis under the scalar product

(f.8)= [ F(tyg(tywirydt,

and approximations of the form

N
Onf(t)=)  ckpu(D),
k=1
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and Parseval's theorem states that
> b
lelB=Y" cxci=lfIB=(F. )= [ F(B) F(&)w(t)dt,
k=1

read as an equality between the energy of f and that of c¢. By analogy to the finite-dimensional case, the Fourier
transform is unitary in that it preserves lengths in the || f] + (f, f)"? norm with weight function w(t)=1.

2. Wavelet approximations

The bases {@1, ¢, ...} arising from Sturm-Liouville problems are single-indexed, giving functions of increasing
resolution over the entire definition domain. For example sin kx resolves ever finer features over [0,27]. When
applied to a function with localized features, k must be increased with increased resolution in the entire [0,27]
domain. This leads to uneconomical approximation series Sy f (t) with many terms, as exemplified by the Gibbs
phenomenon in approximation of a step function, f (t)=H(t-x/2)- H(t-37/2) for t€[0,2x], and f(t+21) = f(t).
The approach can be represented as the decomposition of a space of functions by the direct sum

F=0,0d0...,
with &, =span(¢y), for example
I’<EjoEi0E 10E,0E ...,
with E;=span{e’*} for the Fourier series.

Approximation of functions with localized features is more efficiently accomplished by choosing some generating
function ¥ (t) and then defining a set of functions through translation and scaling, say

V() =277y (27 t-k).
Such systems are known as wavelets, and the simplest example is the step function

1 0st<1/2
Y()={ -1 1/2<t<1 ,
0 otherwise

with 1 having support on the half-open interval hj = [k2‘j, (k+1)27). The set {00, Yo1,...} is known as an Haar
orthonormal basis for L?(R) since

(it Yim) = [ (1) Yim(t) dt = 851 S

Approximations based upon a wavelet basis

@)=Y (fo ) va(t),

JEZ kez.
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allow identification of localized features in f.

The costly evaluation of scalar products (f, ) in the double summation can be avoided by a reformulation of the
expansion as

FO=) cpt)+Y > dirtu(t), (2.22)
k

jsl k

with . In addition to the 1/ (“mother” wavelet), an auxilliary ¢ scaling function (“father” wavelet) is defined, for
example

1 0=<st<1
<o<t>={ -

0 otherwise’

for the Haar wavelet system.

The above approach is known as a multiresolution representation and is based upon a hierarchical decomposition
of the space of functions, e.g.,

L’<VieWe W_ 10 W_se...

with

Vi=span{¢@jl k€Z}, Wj=span{yj| k€Z}.
The hierarchical decomposition is based upon the vector subspace inclusions

{0} <---<Vi<Vp< V< Vy<---<*(R),
and the relations
Vin® Wn= Vi1,

that state that the orthogonal complement of V,; within V,,_; is W,,. Analogous to the FFT, a fast wavelet transfor-

mation can be defined to compute coefficients of (2.22).

LECTURE 18: BEST APPROXIMANT

1. Best approximants

Interpolation of data D = {(x;, yi= f(x;)),i=0,...,n} by an approximant p(t) corresponds to the minimization
problem

min|f - pll,
p
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in the discrete one-norm at the sample points x;

n

AI=1Fl =) 1F (xi)l.

i=0

Different approximants are obtained upon changing the norm.

THEOREM (EXISTENCE OF BEST APPROXIMANT. For any element f € F in a normed vector space & = (F, S, +,-), there exists
a best approximant g € G within a finite dimensional subspace Gc F that is a solution of

r;ﬁeigllf—gll.

The argument underlying the above theorem is based upon constructing the closed and bounded subset of G

K={geGllg- fli<lo-fli=lfl}<C.

Since G is finite dimensional, K is compact, and the continuous mapping g — |ig - f |l attains is extrema.

The two main classes of approximants g of real functions f:[a, b] — R that arise are:

Approximants based upon sampling. The vectors f = f (x), g = g(x) are constructed at sample points x €R"™
and the best approximant solves the problem

min|f - gll.
gec\l gl

Note that the minimization is carried out over the members of the subset G, not over the vectors g. The
norm can include information on derivatives as in the norm

Ik =11F 11+ 1 T,
arising in Hermite interpolation.

Approximants over the function domain. The norm is now expressed through an integral such as the p-
norms

Ifll,= (Lb|f(t)v”dt)”’”.

In general, the best approximant in a normed space is not unique. However, the best approximant is unique in a
Hilbert space, and is further characterized by orthogonality of the residual to the approximation subspace.

THEOREM (BEST APPROXIMANT IN HILBERT SPACE). For any element f € F in a Hilbert space & = (F, S, +,-), there exists
a unique approximant g € G within a finite dimensional subspace Gc F that is a solution of

min| f -g|,
gEGIIf 8l
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and the residual f - g is orthogonal to G,Yh€ G

(f-gh)=0.

Note that orthogonality of the residual (f - g, h) =0 implies (f, h) = (g, h) or that the best approximant is the
projection of f onto G.

2. Two-norm approximants in Hilbert spaces

For Hilbert spaces with a norm is induced by the scalar product

I£1=Cf )"

finding the best approximant reduces to a problem within R™ (or C™). Introduce a basis 8 ={b1, b,,...} for & such
that any f € F has an expansion

f(1)=)" fibi(t), fi=(f.b))

j=1

Since G is finite dimensional, say n=dim(G), an approximant has expansion

g(t) =) &by (1).

j=1

Note that the approximation may lie in an arbitrary finite-dimensional subspace of &. Choosing the appropriate
subset through the function s:IN— IN is an interesting problem in itself, leading to the goal of selecting those basis
functions that capture the largest components of f, i.e., the solution of

i byl
?Q;Nr};l(f, W)l

Approximate solutions of the basis component selection are obtained by processes such as greedy approximation
or clustering algorithms. The approach typically adopted is to exploit the Bessel inequality

n
Y <IfIR
i=1
and select
s(1) =argmax f7,
ies
eliminate s(1) from S, and search again. The k'"-step is

s(k) =argmax f7,
i€s

with Se=S-{s(1),...,s(k-1)}.
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Assuming s(j) = j, the orthogonality relation f - g1 G leads to a linear system

(f-8bi)=0= [Z gjbj,b,-)=z (bi,bj) gj=(f.bi))= Bg =f.
=1

j=1

If the basis is orthonormal, then B =1, and the best approximant is simply given by the projection of f onto the
basis elements. Note that the scalar product need not be the Euclidean discrete or continuous versions

- b
(f.8)=y figo(f-)=[ f(tg(dt
i=1
A weighting function may be present as in

b
(f.8)=fTwe,(f.8)= [ (D&t w(ddt,
discrete and continuous versions, respectively. In essense the appropriate measure p(t) for some specific problem
du(t) =w(t)dt,

arises and might not be the Euclidean measure w(t)=1.

3. Inf-norm approximants

In the vector space of continuous functions defined on a topological space X (e.g., a closed and bounded set in R"),
a norm can be defined by

1f11=max|f (x))
and the best approximant is found by solving the problem
infIlf - gl = inf max|f(x) - g(x)I
The fact that g is the best approximant of f can be restated as 0 being the approximant of f - g since
If -g-ol<lf-(g+h)l
A key role is played by the points where f(x) =g(x) leading to the definition of a critical set as
crit(f) = Z(f) = {x€X:LfC)l=1f1I}-

When G = P,_;, the space of polynomials of degree at most n- 1, with dim P,_; = n, the best approximant can be
charaterized by the number of sign changes of f(x)-g(x).
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THEOREM (CHEBYSHEV ALTERNATION). The polynomial p€ P,y is the best approximant of f:[a,b] — R in the inf-norm
1f = Pllo = max | £ (x) - p(x)]

if and only if there exist n+ 1 points a< xo<x1<+++<xp<b such that
fxi)=p(xi)=s-(=1)"ILf = pll,
where |s|=1.

Recall that choosing x;=cos[(2i-1)7/(2n)], the roots of the T,(0) =cos(nf) Chebyshev polynomial (with x=cos 0,
a=-1, b=1), leads to the optimal error bound in polynomial interpolation

(n+1)
£ -pon=i S

The error bound came about from consideration of the alternation of signs of p(x;) - g(x;) at the extrema of the
Chebyshev polynomial T,, x;=cos(iz/n), i=0,1,...n, with p, g monic polynomials. The Cebyshev alternation
theorem generalizes this observation and allows the formulation of a general approach to finding the best inf-
norm approximant known as the Remez algorithm. The idea is that rather than seeking to satisfy the interpolation
conditions

in the monomial basis

M=, 1(x) =[ 1 x ... x"1 ]G]Rnxn,
attempt to find n alternating-sign extrema points by considering the basis set

R=Wn(x)=[‘| X ... xn—l i-l]e]R(nH)x(nH)

with £1=[ +1 -1 +1 ... ].

Algorithm (Remez)

1. Initialize x €R""' to Chebyshev maxima on interval [a, b]
2. Solve Rc=f(x) R(x), cT=[ PL ], a€R”
Find the extrema y of p(t) - f(t) with p(t)=ag+ait+---+ant™!

If p(y:) - f(y:) are approximately equal in absolute value and of opposite signs, return x

ook w

Otherwise set x = y, repeat



CHAPTER 3

LINEAR OPERATOR APPROXIMATION

LECTURE 19: DERIVATIVE APPROXIMATION

1. Linear operator approximation

An operator is understood here as a mapping from a domain vector space U = (U, S, +,-) to a co-domain vector space
U=(V,S,+,-), and the operator £: U— V is said to be linear if for any scalars ¢, ;€S and vectors uy, u,€ U,

L(crur+ cuy) =1 L(uy) + L (uy),

i.e., the image of a linear combination is the linear combination of the images. Linear algebra considers the case of
finite dimensional vector spaces, such as U=R™, V=R", in which case a linear operator is represented by a matrix
LER™" and satisfies

L(C1u] +C2u2) =CiLuj+CcyLuy.

In contrast, the focus here is on infinite-dimensional function spaces such as C"(R) (cf. Tab. 1, L18), the space of
functions with continuous derivatives up to order r. Common linear operator examples include:

Differentiation. £ f =9*f/atk, £:C"(R) — C"*(R).
Riemann integration. £f = fabco(t) f(t)dt, £: C(R\A) = R, where A is a set of measure zero.

Linear differential equation. £y = Z,io aj(t)yY = f(t), £:C"(R) — Ck(R).

1.1. Numerical differentiation

A general approach to operator approximation is to simply introduce an approximation of the function the operator
acts upon, f=p,

Lf=Lp.

Monomial basis. As an example consider the polynomial interpolant of f based upon data D ={(x;,y;= f(x/)),
i=0,...,n},

p)=[1tt ... t"]c

149



150 LINEAR OPERATOR APPROXIMATION

with coeffcients ¢ determined as the solution of the interpolation conditions
Mc=y,
with notations
M=[1x x? ... x”],xk=[xé‘ x,/,‘]T, y=[vo .. valT.

Differentiation of f (£=d/dt) can be approximated as

—fi%p=[0 12t ... nt"]e.

It is often of interest to express the result of applying an operator directly in terms of known information on f.
Formally, in the case of differentiation,

%fe[o 12t ... nt" M7y,

allowing the identification of a differentiation approximation operator 1)
d . -1 g1
/=00, D=[0 12t ..ot M

This formulation explicitly includes the inversion of the sampled basis matrix M, and is hence not computationally
efficient. Alternative formulations can be constructed that carry out some of the steps in computing M~ analyti-
cally.

Newton basis (finite difference calculus). An especially useful formulation for numerical differentiation arises
from the Newton interpolant of data D = {(x;=ih,y;= f(x;)),i=0,...,n}, f:R—R, f€ C("”)(]R),

f@=p(t)=[yo]+[ynyo](t=x0) + - +[Vm Vn-1.-- > Yo] (E=x0) - (£ =X1) ... - (= Xp_1).

For equidistant sample points x;=ih, the Newton interpolant can be expressed as an operator acting upon the data.
Introduce the translation operator

Ef(t)=f(t+h).
Repeated application of the translation operator leads to

EXf() = ECE¥'f(£)) == f (t+ kh),

and the identity operator is given by
If(t)=f(t)=E° f(t)=I=E".
Finite differences of the function values are expressed through the forward, backward and central operators

A=E-IV=I-E§=E"2-E"
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leading to the formulas
Af(t)=f(t+h) - f(£),Vf(t)=f(t)- f(t-h),5f (t) = f(t+h/2) - f(t-h/2).
Applying the above to the data set D leads to
Ayi=yia=yiVyi=yi=yi-1,8yi=yis2- Yi-12-

The divided differences arising in the Newton can be expressed in terms of finite difference operators,

yi-yo 1 [y2y1]=[ynyol Ayi-Ayo Ay
[Y1,)/0]= h =FAYO,[)’2,Y1,)/0]= h = 2 =2h2’

or in general

Ak
[Yk,---,Y1,YO]=WYO-

Using the above and rescaling the variable t in the Newton basis N = {1,t- xo, (t- x) (t - X1),...} in units of the step
size t=ath+ xy leads to

2 n
p(t(oc))=P(tx)=(I+tx%+a(tx—1)%+~'+a(0{—1)'...'((x—1+n)%)y0. (3.1

The generalized binomial series states

(T+x)*=)

0o
k=0

( Z)xk, (3.2)

with

(z)=a(a—1)..k.!(a—k+1)

the generalized binomial coefficient. The operator acting upon y, in (3.1) can be interpreted as the truncation at
order n

P(a)=(1+8)%yo=Zayo

of the operator (/+A)* defined through (3.2) by the substitutions 1— I, x — A. The operator &,= (/+A)%can be
interpreted as the interpolation operator with equidistant sampling points, with P(a) its truncation to order n.
Reversing the order of the sampling points leads to the Newton interpolant

P(t) =[yn] + [yn-1. yul (t=xa) + -+ [yo, y1oees Y] (£ = Xn) (E=Xn-1) - (8= x1).
The divided differences can be expressed in terms of the backward operator as

_ Yn-1—Yn _ _l _ [}/n—Z, yn—l] - [}/n—l, )/n] _ v)/n—l —v}/n _ vz)/n
[Yn—la)/n]— h = hv)/n,[)/n—z,}/n—la}/n]— 2h = zhz = 2h2a
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leading to an analogous expression of the interpolation operator in terms backward finite differences

p(t(a))=P(a)=(I—aTVh+a(a—1)%+~--+(—1)”a(a—1)~...-(0(—1+n)%;;n)yn%(l—V)“yn=$ayn.

Differentiation of the interpolation expressed in terms of forward finite differences gives

f () E%P(tx) =%P'(0{) E%%gayﬁ%[ln(HA)] (I+A)“y05%ln(l+A) P(a).

The particular interpolant P(a) is irrelevant, leading to the operator identity

d 1
E—Fln(l+A)
For |x| <1, the power series expansions are
d 1 ) x? X3 o Xk
aln(1+x)—m—1—X+X —~~-:|n(1+x)—x—7+?—...+(—1) T+"',

are uniformly convergent, leading to the expression

1
h

LRI _klk...>
(A TN (kAR ),

&

stating that the (continuum) differentiation operator can be approximated by an infinite series of finite difference
operations, recovered exactly in the h— 0 limit. Denote by D} the truncation at term k of the above operator series
such that

f'(xo)eD,j(f)(xo)=%<A—%A2+%A3—...+(—1)"}—(Ak>y0.

Truncation at k=1,2,3 leads to the expressions

Dicf) - f(h+tf)’—f(t) picf) - AL(he-fOhen-3f() D)

2h ’

s

18f(h+t)-9f (2h+t)+2f (3h+t)-11f(t)
6h ’

The h— 0 limit of divided differences is given by

. . 1
1 [y it o] = fim (e A%y0 ) =22 £ (x0),

h—0

such that for small finite h>0,

Ayo= h*f ) (xo).
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The resulting derivative approximation error is of order k,

. . . (=D h* s k
ek (t) =D (f)() = f () === () =O(h7).

The analogous expression for backward differences is

%E—%In(I—V)=%<V+%V2+%V3+...+}—(Vk+-~~),
and the first few truncations are
Di(f) _ f(f—hf))—f(f)’ D3 (f) _ —f(t—Zh)+42fh(t—h)—3f(t), D5 (f) _
2f(t-3h)-9f (t-2h)+18 f (t-h)-11 (1)
6h
with errors

k
e (1) = Di(F) (1)~ £ (1) = f0e0 () <O ().

The above operator identities can be inverted to obtain

d 1 d
A=E—I=exp(ha)—l,V=l—E —I—exp(—hm),

leading to

this time expressing the finite translation operator as an infinite series of continuum differentiation operations.
This allows expressing the central difference operator as

hd hd hd
_FV2_[p-12_ nd)_ 9 osinh 24
6=EV"-E exp(zdt) exp( 2dt) 251nh(2dt),

nh(8)_1(5. 8,38 587 358
arcsin =7 24" a0~ 7168 T 294912 .

An advantage of the centered finite differences (surmised from the odd power series) is a higher order of accuracy

ei=Dif (f) - f/(£)=O(h*).
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Higher order derivative are obtained by repeated application of the operator series, e.g.,

2 2
=#(A—%A2+%A3—m) =#<A2—A3+£A4—m> .

& d.d
e i dt 1

Moment method. An alternative derivation of the above finite difference formulas is to construct a linear com-
bination of function values

Lfn=3 ckf<t+kh>=(2 ckfk)fm,
k

k=-m =-m

and determine the coefficients ¢, such that the pt" derivative is approximated to order q

P =L f (1) + O(h9).

For example, for m=0, n=1, carrying out Taylor series expansions gives

flteh) = F()hf ()45 B F/ (1) 4
£ty = £ty

Eliminating f(t) by multiplying the first equation by ¢;=1 and the second by ¢y =-1 recovers the forward finite
difference formula

£ -LEn SO o),

B-spline basis. The above example used a truncation of the monomial basis «,(t) ={1,t,...,t"}. Analogous results
are obtained when using a different basis. Consider the equidistant sample points x;=ih + xo, data D ={(x;, y; =
f(xi),i=0,1,...,n)}and the first-degree B-spline basis

Bna(t)={Bo(t),B1,1(t),...,Bn1(t)},

in which case the linear piecewise interpolant is expressed as

p()=) " yiBia(t),

i=0

and over interval [x;_1, x;] reduces to

xi—t t—Xi-1
(1) =yi-1Bi11(t) + yiBis(t) = yi1- - .
P:( ) Yi-1Dj 1,1( )+YI 1,1( ) Yi-1 X,'—X,'_]+y’ Xi— Xi_1
Differentiation recovers the familiar slope expression
Yi—Yi-1 _ Yi—Yi-1

Pi(t)=m 5
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At the nodes, a piecewise linear spline is discontinuous, hence the derivative is not defined, though one could
consider the one-sided limits. Evaluation of derivatives at midpoints t;=(x;_1+x;)/2=(i-1) h+h/2+xp, i=1,2,...,
n, leads to

, 110 0 .0,
n o -ro o]

y=| 1 |=p(0=px=g -t
9 e

with D eR™ ("D,

LECTURE 20: QUADRATURE

0.1. Numerical integration

Numerical integration proceeds along the same lines as numerical differentiation
Lf=Lp,

with a different operator

b
£f=[ o) f(1)dr

with £:C([a,b]\Z) — R with Z a set of measure zero, e.g., Z =@ for a function continuous at all points in [a, b]. It
is often useful to explicitly identify a weight function w(t) that can attribute higher significance to subsets of [a, b].
In the integration case, the approximation basis choice can be combined with decomposition of the domain into m
subintervals [ay, by) such that Ukm=1 [ak, bk)=[a,b) through

[Lom fmde=y [T fod,
k=1
with

a=a1<b1=a2<b2=a3<-~-<bm=b.

Monomial basis. As for numerical differentiation, an integration operator 7 can be obtained from the polynomial
interpolant of f based upon data D ={(x;,yi=f(x;)),i=0,...,n},

p(H)=[1t ... t"]c,e=M7y,
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Integration of f for w(t)=1is approximated as

1
n+1

ff(t)dt I(f)= f p(t)dt= [b a%(bz—az) (b*-ad) ... (b1 gy ]M-W.

w| =

As for numerical differentation, the computational effort in the above formulation can be reduced through alter-
native basis choices.

Lagrange basis. Assume n=dm in the data set D ={(x;,y;= f(x;)),i=0,...,n}, and construct an interpolant of
degree d in each subinterval [ay, bi) = [ Xd(k-1),Xdk). As highlighted by the approximation of the Runge function, the
degree d should be small, typically d€{1,2,3}.

Trapezoid formula. For d=1, alinear approximant is defined over each subinterval [ x_1, x], stated in Lagrange
form as

t—- Xk t— Xg-1
+

1) = b1 (1) yier + Ge(t
Pi(t) = b1 (1) Yie-1+ () yie= Xeo1— XE Xk — Xk 1

The resulting integral approximation
Xk » Xk k-1 Yk
£(f)= [ Foyde=a(p)= [ pu(t) dt= (- xe) P
k-1 Xk-1
The approximation error results from the known polynomial interpolation error formula

£ -p0) =L (1) (-0,

that gives

ex(t) =

J’;k?][f(t) _p(t)]dt‘st"Hm(Xk_]—’;k-]y.

Using an equidistant partition x,=a+ kh, h=(b-a)/n, over the entire [a, b] interval gives the composite
trapezoid formula

INICES WAVICES W WU C o W)

k=1 k=1

The overall approximation error is bounded by the error over each subinterval

é , B2 £ loo
e<) <) fllen —(b— a)—— ”f e,
k=1
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and the trapezoid formula exhibits quadratic convergence, e=Q (h?).

Simpson formula. A more accurate, quadratic approximant is obtained for d =2 using sample points xy_5,
Xk-1, Xk

Pi(t) = €2 (t) Y2+ te-1 (1) yi-1+ () Yio

(= xk-1) (t = Xk) o (= xke2) (E - xi) (= Xi2) (T~ Xk1)
Xk-2 = Xk=1) (Xk-2= Xx) Yi-2 (Xk=1= Xi=2) (Xk=1— X) Vi1 (XK= Xk-2) (Xk = Xk-1)

Pk(t) = (
Assuming n=2m, xx=a+kh, h=(b-a)/n, over a subinterval the Simpson approximation is

Xk Xk h
[ rdes [ put) dt=3(yia+ dyia+ i),
Xk-2 Xk-2
Integration of the interpolation error

£(0) - putt) - L)

l’ Xk 2)(1’ Xk ])(i’ Xk)

leads to calculation of

f” (t=x42) (t=Xo1) (£ = X5) dt=f_hh(r-h)r(r+h) dr=o. (3.3)

Xk-2

This null result is a feature of even-degree interpolants d =2r. Note that the interpolation error formula
contains an evaluation of f(¥ (&) at some point & €[x_, x¢] that depends on t, so the integral

ka fO )(§t

Xk-2

l’ Xf— 2)(1’ Xk ])(l'—Xk)dl'

is not necessarily equal to zero. To obtain an error estimate, rewrite the interpolating polynomial in Newton
form

Pr(t) = Vi1 + [Vi-1, Yk-2] (£ = Xi=2) + [ Vi Vi1, Yi-2] (£ = Xk=2) (= Xpe-1),
The next higher degree interpolant would be
qr(t) = pr(t) + ci(t = xk-2) (£ = xk-1) (= X1,

and (3.3) implies that the integral of gy is equal to that of py

ka qu(t) dt= ka pe(t) dt,
Xke-2 Xic-2

hence the Simpson formula based on a quadratic interpolation is as accurate as that based on a cubic
interpolation. The error can now be estimated using

ek:U::, LF(E) - qu(D)] dt‘ ILf HooJ‘:72(t_xk_z)(t—Xk_1)(t—Xk)(t—Zk)dt,

where z; is some additional interpolation point within [x_», x,]. It is convenient to choose z, = x,_1, which
corresponds to a Hermite interpolation condition at the midpoint. This is simply for the purpose of obtaining
an error estimate, and does not affect the Simpson estimate of the integral. Carrying out the calculations
gives

ILf lleo B

ers 90



158 LINEAR OPERATOR APPROXIMATION

When applied to the overall interval [ g, b], the Simpson formula is stated as

Ji 7 ar=2e8l fa var (452 56)|

with error

AR s
es=oe20 (b-a).

The composite Simpson formula is

m m m m-1
Lbf(t)dt:Z I::Zf(t) thZ )Zkzpk(t)dt=g(yo+4z yzk_1+22 )/2k+)/n),
k=1 - k=1 h

k=1 k=1

with an overall error bound

X7 (4)00 b_
[ 10 - putndeslLimps 2 By oy g,

X2k-2

o
P
M=

x~
[

that shows fourth-order convergence e=Q (h?).

Moment method. Asin numerical differentiation, an alternative derivation is available. Numerical integration is
stated as a quadrature formula

£0f)=[ ot (B dt=0(f)=) wiys

i-0
using data D ={(x;, yi= f(x;)),i=0,...,n}. Once the sampling points are chosen, there remain n+ 1 weights w; to
be determined. One approach is to enforce exact quadrature for the first n+1 monomials

b n
z(xk)=g(xk):>f o(t)thdt=Y" wixf k=0,1,....n.
i=0

A Vandermonde system results whose solution furnishes the appropriate weights. Since the Vandermonde matrix
is ill-conditioned, a solution is sought in exact arithmetic, using rational numbers as opposed to floating point
approximations.

The principal utility of the moment method is construction of quadrature formulas for singular integrands. For
example, in the integral

1
—fo In tsintdt,

the Intis an integrable singularity, and accurate quadrature rules can be constructed by the method of moments for

b
£(f)=[ o) f (1) d,

with w(t)=-Int.

0.2. Gauss quadrature

Recall that the method of moments approach to numerical integration based upon sampling D = {(x;, yi= f (x;)),
i=0,...,n},

(Lot f (Ddt= wiyise=Y wiyi
i=0 i=0
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imposes exact results for a finite number of members of a basis set {¢y, ..., Pn,...}

[Po(t)du(tydt=" wign(x).k=0.1,....n.

i=0

The trapezoid, Simpson formulas arise from the monomial basis set {1,t,t2...}, in which case

n
b
L o()thde=Y" wixk k=0,1,....n,

i=0
but any basis set can be chosen. Instead of prescribing the sampling points x; a priori, which typically leads to an

error e=0(¢Pn.1(t)), the sampling points can be chosen to minimize the error e. For the monomial basis this leads
to a system of 2(n+ 1) equations

n
b
f o(Otkdt=Y" wixk k=0,1,....2n+1,
“ i=0

for the unknown n+1 quadrature weights w; and the n+1 sampling points x;. The system is nonlinear, but can be
solved in an insightful manner exploiting the properties of orthogonal polynomials known as Gauss quadrature.

The basic idea is to consider a Hilbert function space with the scalar product

b
(fg)=[ oD f (et dt,

and orthonormal basis set {¢Po(t), p1(t), Pa2(t),-..},

b
(5600 = [ () $i(0) i) dt= Sy
Assume that ¢(t) are polynomials of degree k. A polynomial py.; of degree 2n+ 1 can be factored as

P2nc1(t) = Gn(t) Pner (£) + 1a(t),

where q,(t) is the quotient polynomial of degree n, and r, is the remainder polynomial of degree n. The weighted
integral of p,,.1 is therefore

b b b
[ o(Opanar(t) dt= [ (D[ gn(t) drer(D) + ra(t) 1 dt= (g prur) + [ o(E)ra(t) it
Since {¢o, ..., Pns1} is an orthonormal set, (gn, Pn+1) =0, and the integral becomes

b b
L w(t)p2n+1(t)dt=fa w(t)ra(t) dt.

The integral of the nt" remainder polynomial can be exactly evaluated through an n+1 point quadrature

fabw(t)rn(t)dt=2n: wi r(x;),
i=0

that however evaluates r(t) rather than the original integrand p,,,1(t). However, evaluation of the factorization
(0.2) at the roots x; of ¢n.1, Pni1(x;)=0,i=0,1,...,n, gives

p2n+1(xi) = qn(Xi) ¢n+](xi) + rn(xi) = r,—,(X,'),
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stating that the values of the remainder at these nodes are the same as those of the py,.1 polynomial. This implies
that

fabw(t)p2n+](t) dt= Z Wi P2n+1<xi)5

i=0

is an exact quadrature of order 2n+1, e=Q(t*"1). The weights w; can be determined through any of the previously
outlined methods, e.g., method of moments

n
b
k
L w(t)t"dt=Z wix{  k=0,...,n,
i=0

which is now a linear system that can be readily solved. Alternatively, the weights are also directly given as inte-
grals of the Lagrange polynomials based upon the nodes that are roots of ¢,.1

b
W,-=L w(B)g(t) dt.

LECTURE 21: ORDINARY DIFFERENTIAL EQUATIONS - SINGLE STEP METHODS

1. Ordinary differential equations

An n''-order ordinary differential equation given in explicit form

y P =f(ty.y,y™) (3.4)

is a statement of equality between the action of two operators. On the left hand side the linear differential operator

acts upon a sufficiently smooth function, y € C("(R), £: C‘W(R) — C(R). On the right hand side, a nonlinear
operator & acts upon the independent variable t and the first n-1 derivatives

F:RxC(R) x---x C"V(R).
An associated function f:R""'— R has values given by

FO)=f(ty @),y (),....y "D (D).
The numerical solution of (3.4) seeks to find an approximant of y through:
1. Approximation of the differentiation operator £;
2. Approximation of the nonlinear operator &;

3. Approximation of the equality between the effect of the two operators

£(y)=§(t,y,...,y(”‘1)).

These approximation problems shall be considered one-by-one, starting with approximation of £ assuming that
the action of & is exactly represented through knowledge of f.
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Note that an n'M-order differential equation can be restated as a system of n first-order equations
zZ'=F(t,z) (3.5)

by introducing

Z=[Z] Zy ... Zp1 Zn]T=[y y' y(n—Z) y(”‘])]T’

F(t,z)=[ z2(t) z3(t) ... za(t) fF(t,z:(b),....za(1)) ]T.

Approximation of the differentiation operator for the problem

y'=f(ty) (3.6)

can readily be extended to the individual equations of system (3.5).

Construction of approximants to (3.6) is first considered for the initial value problem (IVP)
y'=f(ty).y(0)=y. 3.7)
The two procedures are:
1. Approximation of the differentiation operator;
2. Differentiation of an approximation of y.

Often the two approaches leads to the same algorithm. The problem (3.7) has a unique solution over some rectangle
R=[0,T] x[y1,y2] in the ty-plane if f is Lipschitz-continuous, stated as the existence of K€R, such that

Lf (t,y2) = f(EyDIsKly2-yil.

Note that Lipschitz continuity is a stronger condition than standard continuity in that it states |f (¢, y») - f (¢,
y1)I=0(ly, - y1l). Differentiability implies Lipschitz continuity.

Consider approximation of d/dt through forward finite differences

d 1 1T, 1,5
E_F<A_§A +§A —"’—), (38)

and denote by y; the approximation of y(t), y;=y(t;) at the equidistant sample points ;= ih. Evaluation of (3.5)
with a k' order truncation of (3.8) then gives

= [(9Y ) gy 2] Taz, A K Ak
£ty (0= (F) 6 (8- 387380 o= (1)1 %),
Euler forward scheme. For k=1, the resulting scheme is

1 1= Vi
FAy,-=y ]h Y =f(tiyi) = fi= yia=yi+hf;

where f;= f(t;,y(t;)), and is known as the Euler forward scheme. New values are obtained from previous values.
Such methods are said to be explicit schemes. As to be expected from the truncation of (3.8) to the first term in the
series, the scheme is first-order accurate. This can be formally established by evaluation of the error at step i

ei=y(ti)-yi
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At the next step, e;,1=y(ti.1) - yi, and subtraction of the two errors gives upon Taylor-series expansion

, h?
ein=ei=y (tin) =y (t) = (yier=yi) =y (ti) + hy (t;) + ==y (&) - y (t)) - hfi.
Since f;= f(t;,y(t;)), the one-step error is given by

h? .,
Ti=€in—€=—Yy (&)

After N steps,

e,
en=eo=—=) ¥ (&)

i=1
Assuming ey =0 (exact representation of the initial condition),

2
eNs 2 ”y ”oo

Numerical solution of the initial value problem is carried out over some finite interval [0, T], with T=Nh, hence

T .
ens hEIIy llo=Q (h), (3.9)

indeed with first-order convergence.

Alternatively, one could use the backward or centered finite difference approximations of the derivative

d 1/ 1, 1, B 1w 3 o
E_F<v+§v +§V + )_F<5_ﬂ5 +m5 - —>. (310)

Backward Euler scheme. Truncation of the backward operator at first order gives

d 1 i—Vi-
£y ()= () =L yim i by b ).

i

Note now that the unknown value y; appears as an argument to f, with f;= f (t;y;), the approximation of the exact
slope f(t;, y(t;)). Some procedure to solve the equation

yi-yi-1i—hf (ti,yi) =0,
must be introduced in order to advance the solution from t;_; to t;. Such methods are said to be implicit schemes.

The same type of error analysis as in the forward Euler case again leads to the conclusion that the one-step error
is Q(h?), while the overall error over a finite interval [0, T] satisfies (3.9), and is first-order.

Leapfrog scheme. Truncation of the centered operator at first order gives
d 1 iv1/2= Vi-
Sty (t))= (d_);) .EF((Sy)’:W: Yisvz=Yi-z+ hfi=yioa+ hf (ti yi).

The higher-order accuracy of the centered finite differences leads to a more accurate numerical solution of the
problem (3.7). The one-step error is third-order accurate,

h® ..
ei+1/2—ei—1/2=)/(ti+1/2)—Y(ti—1/2)+hf(ti,)/i)=?y (&),
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and the overall error over interval [0, T = Nh] is second-order accurate

h?
eN\?TIIy lloo -

LECTURE 22: ORDINARY DIFFERENTIAL EQUATIONS - MULTISTEP METHODS

1. Adams-Bashforth and Adams-Moulton schemes

Consider now the approximation of ¥ = f in the first-order differential equation

y =f(ty). (3.11)

Integration over a time step [ £, t;,1] gives
tiv1
y(ti) -y ()= f Ly )t

and use of quadrature formulas leads to numerical solutions for solving (3.11). Consider for instance data D =
{(tis1-ks fiv1-k), k=1,...,s} going back s intervals of size h, t;,1_y=t;.1— kh. Any quadrature formula based on this
data could be used, but the most often encountered approach is to use a polynomial approximant. This can be
stated in Lagrange form as

N

f(t9y<t))EZ fk(t) fk’fk=f(ti+1—ksy(ti+1—k))Ef(tiﬂ—k’yiﬂ—k)'

k=1

The last approximate equality arises from replacing the exact value y(t;,1_x) by its approximation yy =y (t;.1-¢)-
The result is known as an Adams-Bashforth scheme

y,-+1=y,-+f:”; 6() fidt=yi+ Y (et dt)fk=y,-+h; bifior-

k=1

with coefficients that are readily computed (cf. Table 1).

bk=%(fttmfk(t) dt).

i

N b1 bz b3 b4

11

3 1
23 3
323 _16 5
12 12 12

55 59 37 9
24 24 24 24

Table 3.1. Adams-Bashforth scheme coefficients.

4

The s=1 Adams-Bashforth scheme is identical to forward Euler and the above approach yields schemes that are
explicit, i.e., the new value is directly obtained from knowledge of previous values.

Choosing data D = {(tjs1-k fis1-k), k=0,...,s - 1} that contains the point yet to be computed (t;.1,yi+1) gives rise to
a class of implicit schemes known as the Adams-Moulton schemes (Table 2)

s=1

Yis1i=Yi+ h Z bkfi+1—ks
k=0
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Sbo b1 b2 b3
11

1T 1

2 — —

2 2

5 8 1
VI
4919_5 1
24 24 24 24

Table 3.2. Adams-Moulton scheme coefficients.

2. Simultaneous operator approximation - linear multistep methods

Approximation of both operators £ =d/dt and & = f arising in Ly =&y, or y' = f(t,y) is possible. Combining
previous computations, the resulting schemes can be stated as

Y awyin=hY bifisks fisk= f (tisko Yisk)- (3.12)

k=0 k=0

Both sides arise from linear approximants: of the derivative on the left, and of f on the right.

3. Consistency, convergence, stability

Any of the above schemes defines a sequence {y,}nen that approximates the solution y(t,) of the initial value
problem

y' =f(ty),y(0)=yo
over a time interval [0, T], t,=nh, h=T/N. A scheme is said to be convergent if
lim yn=y(T).
h—0
Nh=T

The above states that in the limit of taking small step sizes while maintaining Nh=T for some finite time T, the
estimate at the endpoint converges to the exact value. Such a definition is rather difficult to apply directly, and an
alternative characterization of convergence is desirable.

To motivate the overall approach, consider first the following model problem
y' =2y, y(0)=y5A<0 (3.13)

The model problem arises from truncation of the general non-linear function f to first order

Y =f(y)=fO0)+f(O0)y+---.

Since f(0) is a constant that simply leads to linear growth, and the model problem captures the lowest-order non-
trivial behavior. The exact solution is

y()=eMyo=y(ta) =™y,

giving y(T) = e yp. The restriction of A<0 in the model problem arises from consideration of the effect of a small
perturbation in the initial condition representative of floating point representation errors. This leads to y(T) =
e*T(yp+8), and the error e= y(T) - y(T) =e*"8 can only be maintained small if 1<0.
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Applying the forward Euler scheme to the model problem (3.13) gives

Yn+1 =Yn+)thyn= (1 +Z>yn,

with z=Ah. After N steps the numerical approximation is

ynv=>1+2)Nyp.

The exponential decay of the exact solution can only be recovered if which leads to a restriction on the allowable
step size

—%>h>0.

If the step size is too large, h>-2/A, inherent floating point errors are amplified by the forward Euler method, and
the scheme is said to be unstable. This is avoided by choosing a subunitary parameter z, |z|=|Ah|<1, which leads
to a step size restriction h<1/|Al.

These observations on the simple case of the Euler forward method generalize to linear multistep methods. Applying
(3.12) to the model problem (3.13) leads to the following linear finite difference equation

s N
Z akyi+k=ZZ biyiik- (3.14)
k=0 k=0

The above is solved using a procedure analogous to that for differential equations by hypothesizing solutions of
the form

n

Yn=1r",
to obtain a characteristic equation
m(r;z)=p(r)-zo(r)=0,

where p(r),o(r) are polynomials
p(r)= Z agr¥,o(r)= Z byrk.
k=0 k=0

The above polynomials allow an operational assessment of algorithms of form (3.12). An algorithm (3.12) that
recovers the ordinary differential equation (3.11) in the limit of h— 0 is said to be consistent, which occurs if and
only if

p(1)=0,p'(1) - (1) =0.

Furthermore an algorithm of form (3.12) that does not amplify inherent floating point errors is said to be stable,
which occurs if the roots of 7 (r;z) are subunitary in absolute value

Iril<1,7(rj;2) =0.

THEOREM. An algorithm to solve (3.11) that is consistent and stable is convergent.

Boundary locus method. A convenient procedure to determine the stable range of step sizes is to consider r of
unit absolute value

i0
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and evaluate the characteristic equation

i0
n(ez)=p(e”)-zo(e®)=0=2(0)= o.((ZiQ))’

where z(0) is the boundary locus delimiting zones of stability in the complex plane (Fig 1).

Boundary locus of forward Euler scheme

— forward Euler
- 1 —— backward Euler

— second-order Adams-Bashforth

1 Q/‘ \ — trapezoid
/ I third—order Adams-Bashforth
%\/ third—order Adams—-Moulton
-1 { —— fourth-order Adams-Bashforth

fourth-order Adams—Moulton

Im(z]
/‘

fifth—order Adams-Bashforth

leap-frog

-4 -3 -2 -1 0 1 2
Re[z]

A method is said to be A-stable if its region of stability contains the entire left half-plane in C, and is said to be L-

stable if lim,—wp(we™®)/o(we) =0.

LECTURE 23: NONLINEAR SCALAR OPERATOR EQUATIONS

1. Root-finding algorithms

The null space of a linear mapping represented through matrix A€ C™ " is defined as N(A) = {x| Ax =0}, the set of
all points that have a null image through the mapping. The null space is a vector subspace of the domain of the
linear mapping. A first step in the study of nonlinear mappings is to consider the generalization of the concept of
a null set, starting with the simplest case,

f(x)=0 (3.15)

where f:R—R, f€CP(R), p=0, i.e., f has p continuous derivatives. It is assumed that a closed form analytical
solution is not available, and algorithms are sought to construct an approximating sequence {x,},en Whose limit is
a root of (3.15). The general approach is to replace (3.15) with

gn(x) =0, (3.16)

where g, is some approximation of f, and x, the root of (3.16) can be easily determined.
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1.1. First-degree polynomial approximants

Secant method. Consider g(x)=ax+ b (a linear function, but not a linear mapping for b+ 0), an approximant of
f based upon data {(x,-2, fo-2=f (Xn-2)), (Xn-1, fa-1=f (xn-1)) }, given in Newton interpolant form by

gn(x)=fn—2+%(x_xn—2)- (3-17)

The solution of (3.17) is

fn—2 Xn—2fn—1—Xn—1fn—2
—_ (X1 X =
fn—]‘fn—2< ! " 2) fn—]‘fn—z ’

Xn=Xp-2—

an iteration known as the secant method. The error in root approximation is

ﬁ(en—l - en—2>s

€n=Xp—X=€p -
and can be estimated by Taylor series expansions around the root x for which f(x) =0,
Foriem F i) = f 00 (et~ x) + 5 () = X024 = f i f €2y,
where derivatives f', f” are assumed to be evaluated at x. In the result

Fenaslf elpe

, T /.
f-(en-1-en2) +5f “(ep1-epa)+o

f'+%f"~en_z+-~~
S 1
fr5f (en-1+ena)+-+-

€n=€n-2-—

5

(en—l - en—Z) = en—Z[‘I -

assuming f'(x) #0, (i.e., x is a simple root) gives

T+c-ep-2+---

=e,_ - 1-
€n= €n-2 1+C'(€n_]+€n_2)+"'

e300,
For small errors, to first order the above can be written as
en=€na[1-(1+c-ep2)(1-c-(en-1+ep2))]=cen-1€n-2.
Assuming p-order convergence of e,
lenl~ Alen-1l”,
leads to

1 2 1 2_p-1 -
AP e ofP ~ cAlen_ o = les ol TP~ cATP.

Since ¢, A are finite while e,— 0, the above asymptotic relation can only be satisfied if

pP-p-1=0=p-= =1.62,

1+‘/§
2

hence the secant method exhibits superlinear, but subquadratic convergence.
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Newton-Raphson method. A different linear approximant arises from the Hermite interpolant based on data

{(Xn-15 foor=f (Xa-1), foo1= f (Xa1)) )

which is given in Newton form as

gn(x) =fn—1 +fn’—l : (X_Xn—l)a

with root

xn=xn_1—f”,‘] (3.18)
an iteration known as the Newton-Raphson method. The error is given by

en=xn—x=en_1—§",_:. (3.19)
-

Taylor series exapnsion around the root gives for small e,_1,

, 1 2
f'en—1+3f c€p-1t T+cen-1+---
=€n-1

eh=€n_1— > = -
n n f+f ep-1+ - 1+2C€n_]+"'

]zen_1[1 -(1+ceq1)(1-2cen-1)].

The resulting expression

1
en~cel; =§J% el ., (3.20)
states quadratic convergence for Newton's method. This faster convergence than the secant method requires how-
ever knowledge of the derivative, and the computational expense of evaluating it.

The above estimate assumes convergence of {x,}.en, but this is not guaranteed in general. Newton's method
requires an accurate initial approximation xo, within a neighborhood of the root in which f is increasing, f >
0, and convex, f”>0. Equivalently, since roots of f are also roots of - f, Newton's method converges when f’,
f7<0. In both cases (3.20) in the prior iteration states that e, ;=x,_1-r>0, hence x,_;>r . Since f is increasing
f(xn-1) > f(r) =0, hence (3.19) implies e, <e,_1. Thus the sequence {e} en is decreasing and bounded below by
zero, hence lim,_,.e,=0, and Newton's method converges.

1.2. Second-degree polynomial approximants

An immediate extension of the above approach is to increase the accuracy of the approximant by seeking a higher-
degree polynomial interpolant. The expense of the resulting algorithm increases rapidly though, and in practice
linear and quadratic approximants are the most widely used. Consider the Hermite interpolant based on data

{(xn-1 fao1=f (Xno1)s faor= £ (Xao1)s fala= £ (Xao1)) )

given in Newton form as

, 1 ..
8n(X) = fao1+ fo-1- (X =Xn-1) +§fn_1'(x—x,,_1)2=C+Bs+A52,
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with roots

~fa1t \/(fr;-l)z—an-1ff§'-1
S '

Xpn=Xp-1+

Tha above exhibits the difficulties arising in higher-order interpolants. The iteration requires evaluation of a square
root, and checking for a positive discriminant.

Halley's method. Algebraic manipulations can avoid the appearance of radicals in a root-finding iteration. As an
example, Halley's method

2 fa-1 fa-1
(fo-1)? = for fod

Xn=Xp-1-— 2

exhibits cubic convergence.

2. Composite approximations

The secant iteration

fn—2 fn—2
Xn=Xp-2———"—F—(Xp-1—Xpn-2) =Xp-2——F"""7F7—
n f“‘1_f”‘2( ) 2na Jo1=fo2’
Xn-1—Xn-2

in the limit of x,_, — x,,_1 recovers Newton's method

This suggests seeking advantageous approximations of the derivative

fn—]
S (xn-1+ hn-1) = f (Xn-1)
hn—1

Xn=Xp-1—

based upon some step-size sequence {h,}. Since f(x,) — 0, the choice h,_1= f(x,-1) suggests itself, leading to
Steffensen's method

Xp=Xp-1- Jocr =X _hg =f(X"-‘+f(Xn—l))_1
T o o)) = f ) T g S f (xa1) '
J (Xn-1)

Steffensen's method exhibits quadratic convergence, just like Newton's method, but does not require knowledge
of the derivative. The higher order by comparison to the secant method is a direct result of the derivative approx-
imation

: S (xn-1+ f(xn-1)) = f (xn-1)
S Ga)= 7o) ’

which, remarkably, utilizes a composite approximation

S Xnat f(xn-1)) = (f (14 ) (Xn-1).-
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Such composite techniques are a prominent feature of various nonlinear approximations such as a k-layer deep
neural network f(x)= (I Ix_1°...° ) (x).

3. Fixed-point iteration

The above iterative sequences have the form

Xn=F(xp-1),
and the root is a fixed point of the iteration
x=F(x).
For example, in Newton's method
F(x) =x—}c,((’)‘(>),

and indeed at a root x = F(x). Characterization of mappings F that lead to convergent approximation sequences is
of interest and leads to the following definition and theorem.

DEFINITION. A function F:[a,b] — [a, b] is said to be a contractive mapping if ¥x,y €[a,b] there exists c€ (0,1) such
that

IF(x)-F(y)lsclx-yl.

THEOREM. (Contractive Mapping theorem). If F:[a,b] — [a, b] is a contractive mapping then F has a unique fixed point
x€[a,b], x=F(x).

The fixed point theorem is an entry point to the study of non-additive approximation sequences.

Example 3.1. The sequence

x1=4/p,x2=yp+[p,... (p>0)

is expressed recursively as

Xn+1= \/P+Xn,

and has the limit

1 1
x=F(x) = Jpix=—"P "2”’.

that is the fixed point of F,

Over the interval [0,p+ 1], F is a contraction since

1 1

2p+x 2yp

F(x)=
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Example 3.2. The sequence

1
X]=F;X2= 10 (p>0)
Pty
is expressed recursively as
1
Xn+1 p+Xn’
and has the limit
1
X= P
P+
that is the fixed point of F,
1 -p+ ‘[p2+1
x=F(x)= = .
p+x 2

Over the interval [0, 1], F is a contraction since

, 1 1
|F (X)‘=W$?< 1.






CHAPTER 4

NONLINEAR OPERATOR APPROXIMATION

LECTURE 24: NONLINEAR VECTOR OPERATOR EQUATIONS

1. Multivariate root-finding algorithms
Consider now nonlinear finite-dimensional mappings f:RY— R9, and the root-finding problem
f(x)=0, (4.1)

whose set of solutions generalize the linear mapping concept of a null space, N(A)={x|Ax=0,A€C9*9}. Asin the
scalar-valued case, algorithms are sought to construct an approximating sequence {x}«en Whose limit is a root of
(4.1), by approximating f with gy, and solving

gi(x) =0. (4.2)

Multivariate approximation is however considerably more complex than univariate approximation. For example,
consider d =2, f:R?— R?, and the univariate monomial interpolants in Lagrange form

f(s,t)= Z (xi, £) 1X(5), £ £ (s,1) = Z (s,y) U(D),

j=0
with
T os-x Tt yi
[X(s) = —k Y (s) - Ay
' Q xj=xi H i~y
The operator £, carries out interpolation at fixed t value of the data set D, = {(x;, f(x;,t)),i=0,...,m}. Similarly,

operator £ carries out interpolation at fixed s value of the data set D, = {(y;, f(s,y;)),j= 0,...,n}. Multivariate
interpolation of the data set

D={(xi,y; f(xi,¥;)),i=0,...,m, j=0,...,n},
can be carried out through multiple operator composition procedures.

Operator product. Define £=£;8 £ as

,ff(s,t)=(£[£5)f(s,t)=£t(£5f(s,t))=£t(i F(xi 1) I s)):i - F(xiy)) () L ().

i=0 i=0 j=

173
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Operator Boolean sum. Define £=£L;0 L;as L=L+Ls- L L

n

ff(s,t)=z FOat) [ (s)+ ) Fsy) (1) - Z f(xiy)) [ (s) U (1).

j=0 i=0 j=

1.1. First-degree polynomial approximants

Secant method. Bivariate (d =2) root-finding algorithms already exemplifies the additional complexity in con-
structing root finding algorithms. The goal is to determine a new approximation (xy, yx) from the prior approximants

(X(), y0)9 ey (Xk—29 )/k—z), (Xk—19 yk—]) .

Whereas in the scalar case two prior points allowed construction of a linear approximant, the two points in data

D = {(Xk-2, Yk-2)5 (Xk-15 Yr-1) }

are insufficient to determine
k-1 k-1

LFf = f(xiy) () U (1),
Z Z Yj)

i=k-2 j=k-2

which requires four data points. Various approaches to exploit the additional degrees of freedom are available, of
which the class of quasi-Newton methods finds widespread applicability.

Newton, quasi-Newton methods. A linear multivariate approximant in d dimensions requires 2¢ data. A Her-
mite interpolant based upon function and partial derivative values can be constructed, but it is more direct to
truncate the multivariate Taylor series

F(x) = £ (x0) + 30 () () +

where

05 ofi  ofi]
aX] ax2 aXd
o |25 0k 0
J=== aX] ax2 aXd =Vf,
ox : : ..
L aX] ax2 aXd |

is the Jacobian matrix of f. Setting f(x4.1) =0, as the condition for the next iterate leads to the update

J (x) (Xke1 = xi) = = (xk),
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a linear system that is solved at each iteration. Computation of the multiple partial derivatives arising in the
Jacobian might not be possible or too expensive, hence approximations are sought By = J(xk), similar in principle
to the approximation of a tangent by a secant. In such quasi-Newton methods, a secant condition on B is stated as

Bi(xk—xk-1) = f (xi) = F (xp1),

and corresponds to a truncation of the Taylor series expansion around x;_;. The above secant condition is not
sufficient by itself to determine By, hence additional considerations can be imposed.

1. Recalling that the scalar Newton method for finding roots of f(x)=0 converges in a region where f, f”>0,
imposing analogous behavior for By suggests itself. This is typically done by requiring By to be symmetric
positive definite.

2. Assuming convergence of the approximating sequence {xy}«en to a root, By.1 should be close to the previous
approximation suggesting the condtion

min (|B.1 - Byl
Byiq

Various algorithms arise from a particular choice of norm and procedure to apply (2).

One widely used quasi-Newton method, arising from a rank-two update at each iteration to maintain positive
definiteness, is the Broyden-Fletcher-Goldfard-Shanno update

T TpT
YkYk _ Bisksi Bi

T

By.1= B+ T ,
YiSk s Bisk

where the updates are determined by
1. Solving Bypy=—[f(xk) - f(xk-1)] to find a search direction py;
2. Finding the distance along the search direction by ay=argmin||f (xx+ ok pi)ll2 ;
3. Updating the approximation si= o pk, Xk+1= XK+ sk

4. Computing yi=f(xk+1) - f (xg).

LECTURE 25: INTRODUCTION TO NONLINEAR APPROXIMATION

4.1. HISTORICAL ANALOGUES

4.1.1. Operator calculus
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4.1.1.1. Heavisde study of telgraphist equation

In late nineteenth century, telegrapher's equations, a system of linear PDEs for current /(x, t)
and voltage V(x,t)

d d
&V(x, t) =—L&I(X, t)-RI(x,t)

d J
&I(x, t) =—C§C(x, t)-GV(x,t)

Heaviside avoided solution of the PDEs by reduction to an algebraic formulation historical
formulation, e.g., for the ODE for y(t)

dy
E+ay—b

Heaviside considered the associated algebraic problem for Y(s)

sY+aY=b=Y(s) =%=>y(t) =L7'[Y(s)]

4.1.1.2. Development of mathematical theory of operator calculus

Why should | refuse a good dinner simply because | don't understand the diges-
tive processes involved? (Heaviside, ?)

Heaviside's formal framework (1890's) for solving ODEs was discounted since it lacked mathe-
matical rigour.

« Russian mathematician 1920's established first results (Vladimirov)

« Theory of Distributions (Schwartz, 1950s)

4.2. BASIC APPROXIMATION THEORY

4.2.1. Problem definition

Consider function f:]Rd—>JR, d>1 assumed large, f of unknown form, difficult to compute for
general input. Seek g:R"— R, T:R?— R" such that

If-g-Tl<e


https://rip94550.wordpress.com/2012/08/27/heavisides-operational-calculus/
https://rip94550.wordpress.com/2012/08/27/heavisides-operational-calculus/
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for some €>0.

4.2.1.1. Linear approximation example

Choose a basis set (Monomials, Exponentials, Wavelets) {¢;, ¢, ...} to approximation of [*(R)
functions in Hibert space

&a(t) =) (£ )= ¢

The approximation is convergent if

lim | f-g-T|=0,

n—oo

This assumes c;= (f, ¢;) rapidly decrease.

THEOREM. (Parseval) The Fourier transform is unitary. For A, B:R — C, square integrable, 27-
periodic with Fourier series

A(t)= i a,e™ B(t)= i b,e™,

n=-oo n=-o0o

Bessel inequality:

DI )P<If .

Fourier coefficient decay: for f € C*"V(R), £V absolutely continuous,

ILf Dl

osjsk |n

In practice: coefficients decay as
« 1/n for functions with discontinuities on a set of Lebesgue measure 0;

« 1/n? for functions with discontinuous first derivative on a set of Lebesgue measure 0;



178 NONLINEAR OPERATOR APPROXIMATION

« 1/n?for functions with discontinuous second derivative on a set of Lebesgue measure 0.

Fourier coefficients for analytic functions decay faster than any monomial power c,=0(n"),vp€
IN, a property known as exponential convergence.

Denote such approximations by &£, and they are linear

L(af +pg)=aL(f)+pL(g)

4.2.1.2. Non-Linear approximation example

Choose a basis set (Monomials, Exponentials, Wavelets) {¢;, ¢,,...} to approximation of L*(R)
functions in Hibert space

&(t)=)_ cif;
j=1
Let @, ={@k1), P(2)s---> Pi(m} SUCh

(fsor) = (s @k@) 22 (fs km)-

Choose ¢j=(f, ¢«(j)), and

gn(t) =) cigy.

j=1

Denote such approximations by (;, and they are non-linear.

4.2.2. Nonlinear approximation by composition

Consider function f:R?—R, d> 1 assumed large, f of unknown form, difficult to compute for
general input. Seek g:R"— R, T:RY— R" such that

If-g-Tl<e

for some €>0.
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What questions do you ask?
Does T exist?. Vf,e,3T,suchthat|f-g-Tl<e
Can arbitrary ¢ be achieved?.
Can we construct 7?.
— By what procedure?
T=TyeTyo...o T,
with T; simple modifications of identity (ReLU)

i —goTieTho...oT,
min Ilf -g=Ti= T, il

Ti(x) =n(Ajx + bj)

0 t<0
'7<t>={ t t20

— At what cost?

How big is n?.

LECTURE 26: DATA-DRIVEN BASES






CHAPTER 5

DIFFERENTIAL CONSERVATION LAWS

LECTURE 27: DIFFERENTIAL CONSERVATION LAWS

1. The relevance of physics for scientific computation

Efficient algorithms often arise from the specifities of an underlying application domain, perhaps none more so
than those inspired from physics. Classical physics can be derived from a remarkably small set of experimentally
verified postulates.

o The least action principle asserts that a physical system can be described by a function L(t, g, g) of the
system generalized coordinates q(t) and velocities ¢(t) =dq/dt, known as the Lagrangian, itself the differ-
ence of the system's kinetic and potential energy L=K - U. The time evolution of the system is known as
the system's trajectory (q(t),q(t)), and of all possible trajectories consistent with system constraints the
trajectory actually followed by the system from initial time ¢, to final time t; minimizes a functional known
as the action S

S(q.9)= [ L(tq(0),q(0) dt.

Example. However complex a physical system might be, application of the least action principle follows
the procedure exemplified here for a simple mass-spring system. A point mass m attached to a spring
of stiffness k is at distance q(t) away from the equilibrium position ¢=0. For constant m, this harmonic
oscillator motion is described by the differential system

d dv  k dgqg
m(mv) ——kq:m——mq,m— v.

A state of this system is given by the values for position and velocity (g, v), and the above equations specify
the time evolution of the system. Denoting the velocity as v =g, dv/dt= g, and eliminating v gives the
familiar

m{+kq=0. (5.1)

The same equation also results from the minimization of the action S(gq, ¢) of the Lagrangian
N T
L(q.9) =5 mq"-5kq", (5.2)

with K=mg?/2, U=kq?*/2. The minimization is performed over all trajectories (q(t), §(t)) with the same
end-point values at ty, t;. Let the § operator denote a small change in a trajectory. Since all trajectories have
the same endpoints 8q(ty) = 8q(t;) =0. The change in the action is

t . tif oL oL .
55=L05L(t,q(t),q(t))dt=fto (a—q5q+a—q5q) dt.

181
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Consider changes in overall trajectory to be independent of time such that the  and d/dt operators com-
mute, and apply integration by parts

n[oL .(dgq nfoL d oL _ 18 (n d (oL t d (oL
Jo Lo oee |55 dweon a3 0a] - 1 oo i(35) =1 oo (35 ) |

For S to be at a minimum the change in the action must be stationary 65=0,

ol d (oL
Jo 55 at(5g) |pace=o

For the above to be valid for all §g the equation

oL _d(aL) _,
9q dt\ag) "

must hold, and replacing (5.2) recovers (5.1).

« One class of constraints are the conservation laws, the experimental observation that certain quantities
remain constant during the system's evolution. Classical mechanics identifies three conserved quantities:
mass, momentum, and energy. It is a matter of personal preference to also consider conservation of angular
momentum as fundamental or as a consequence of conservation of linear momentum. Classical electrody-
namics adds conservation of electric charge, while quantum mechanics also defines conservation of certain
microscopic quantities known as quantum numbers such as the baryon or lepton numbers.

Other constraints often refer to allowed spatial positions and are known generically as geometric constraints. Note
that this is an idealization: in reality some other physical system M is interacting with the one being considered
P and it is assumed that the system M is so much larger that its position does not change. Such idealization or
modeling assumptions are often encountered. As another important example, the system P may exhibit energy
dissipation, such as the decrease of an object's momentum due to friction. Energy is indeed lost from system P to
the surrounding medium M, but the overall energy of the combined system M+ P is conserved.

Scientific computation uses many concepts and terms from physics, such as the characterization of a numerical
scheme for differential equations as being “conservative”, in the sense of maintaining the conserved physical quan-
tities. Also, a remarkably large number of efficient algorithms arise from the desire to mimic physical properties.
Conservation laws can be stated for a small enough spatial domain that it can be considered to be infinitesimal
in the sense of calculus. In this case differential conservation laws are obtained. Alternatively, consideration of
a finite-sized spatial domain leads to integral formulation of the conservation laws. In a large class of physical
systems of current research interest models are constructed in which the evolution of the system P depends on the
history of interactions with the surrounding medium M. Such systems are described by integro-differential laws,
elegantly expressed through fractional derivatives.

2. Conservation laws

Banking example. Conservation of some physical quantity is stated for a hypothesized isolated system. In reality
no system is truly isolated and the most interesting applications come about from the study of interaction between
two or more systems. This leads to the question of how one can follow the changes in physical quantities of the
separate systems. An extremely useful procedure is to set up an accounting procedure. A mundane but illuminating
example is quantity of Euros E in a building B. If the building is a commonplace one, it is to be expected that when
completely isolated, the amount of currency in the building is fixed

E-E. (5.3)
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E, is some constant. Equation (5.3) is self-evident but not particularly illuminating — of course the amount of money
is constant if nothing goes in or out! Similar physics statements such as “the total mass-energy of the universe
is constant” are again not terribly useful, though one should note this particular statement is not obviously true.
Things get more interesting when we consider a more realistic scenario in which the system is not isolated. People
might be coming and going from building B and some might actually have money in their pockets. In more leisurely
economic times, one might be interested just in the amount of money in the building at the end of the day. Just a
bit of thought leads to

En= En—] +A En—],n

where E, is the amount of money at the end of day n, E,_; that from the previous day and A E,,_q , the difference
between money received and that payed in the building during day n

A En—],n= Rn—1,n ~—Fn-1,n-

As economic activity picks up and we take building B to mean “bank” it becomes important to keep track of the
money at all times, not just at the end of the day. It then makes sense to think of the rate at which money is moving
in or out of the building so we can not only track the amount of currency at any given time, but also be able to make
future predictions. Instead of separate receipts R and payments P, use a single quantity F to denote the amount
of money leaving or entering building B during time interval At with the understanding that positive values of
F represent incomes and negative ones expenditures. Such understandings go by the name of sign conventions.
They're not especially meaningful but it aids communication if a single convention is adopted. The amount of euros
in the building then changes in accordance to

E(t+At)=E(t)+FAt, (5.4)

and F is known as a flux, the Latin term for flow.

While (5.4) is a good approximation for small intervals, errors arise when At is large since economic acitvity might
change from hour to hour. Better accounting is obtained by considering F as defined at any given time ¢, such that
F(t) is the instantaneous flux of euros at time t. The fundamental theorem of calculus then states

E(t+At)=E(f)+ ftt+AtF(T) dz, (5.5)

with the same significance as (5.4).

In a large bank one keeps track of the amount of money in individual rooms and the inflows and outflows through
individual doors. A room or door can be identified by its spatial position x = (x1, x2, x3), but x refers to a single
point and physical currency occupies some space. The conceptual difficulty is overcome by introducing a fictitious
density of currency at time t denoted by e(x, t). The only real meaning associated with this density is that the sum
of all values of e(x,t) in some volume w is the amount of currency in that volume

E(w,t)= fwe(x, t)dx. (5.6)

On afterthought, the same sort of question should have arisen when E(t) was defined at one instant in time.
Ingrained psychological perspectives make E(t) more plausible, but were we to live our lives such that quantum
fluctuations are observable, E(t) would be much more questionable.
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By an analogous procedure, define f(x, ) as the instantaneous flux density of euros in a small region around (x,
7). This flux is a vector quantity to distinguish fluxes along different spatial directions. The flux density along
direction n(x) is given by f(x,7)-n(x). Consider n(x) as the inward pointing unit vector normal to the surface 0B
that bounds the bank. The total flux is again obtained by integrating flux densities

F(r)= fan(x,T)°n(x) dx. (5.7)
Gathering the above leads to re-expressing (5.4) or (5.5) gives

t+At
E(B,t+At)=E(B,t)+L fan(x,T)-n(x)dxdT (5.8)

Using (5.6) leads to the statement,

[t tsAtydx=[ e(x,t)dx+ L““jagf(x, 7)-n(x) dxdr.

There are special cases in which additional events affecting the balance of E can occur. When B is a reserve bank
money might be (legally) printed and destroyed in the building. Again by analogy with fluid dynamics, such events
are said to be sources of E within B, much like a underground spring is a source of surface water. Let X(t) be the
total sources at time t. As before, X(t) might actually be obtained by summing over several sources placed in a
number of positions, for instance the separate printing presses and furnaces that exist in B. It is useful to introduce
a spatial density of sources o(x,t). The conservation statement now becomes

[Letatsntyde~ [ e(xt)dx= L““jan(x, ) n(x) dxdr+ftt+AtfaBU(x, 7) dxdr. (5.9)

The above encompasses all physical conservation laws, and is quite straightforward in interpretation:
change in Euros in B = net Euros coming in or going out of B + net Euros produced or destroyed in B.

It should be emphasized that the above statement has true physical meaning and is referred to as an integral
formulation of a conservation law. The key term is “integral” and refers to the integration over some spatial domain.

Local formulations. Equation (5.9) is useful and often applied directly in the analysis of physical systems. From
an operational point of view it does have some inconveniences though. These have mainly to do with the integra-
tion domains B, sometimes difficult to describe and to perform integrations over. Avoid this by considering f(x,t)
defined everywhere, not only on 9B (the doors and windows of B). These internal fluxes can be shown to have a
proper physical interpretation. Assuming that f(x,t) is smooth allows use of the Gauss theorem to transform the
surface integral over 9B into a volume integral over B

fan(x,T)'n(x) dx=—fBV'f(x,T) dx (5.10)
The minus assign arises from the convention of an inward pointing normal. Applying (5.10) to (5.9) leads to

fB[e(x, t+At)-e(x,t)+ LHMV' f(x,T) dr} dx = LHMLBO'(X, 7)dxdr. (5.11)
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There was nothing special about the shape of the building B or the length of the time interval At we used in
deriving (5.11), hence the equality should hold for infinitesimal domains

S+Vof=o, (5.12)

where, as is customary, the dependence of e, f,o on space and time is understood but not written out explicitly.
Equation (5.12) is known as the local or differential form of the conservation law for E.

3. Special forms of conservation laws

Second law of dynamics. The full general form (5.12) often arises in applications, but simplifications can arise
from specific system properties. As a simple example, the dynamics of a point mass m which has no internal
structure is described by the conservation of momentum statement

%(mv) -y F. (5.13)

The correspondence with (5.12) is given by e «— (mv), 0 «— >_ F, hence the statement: “external forces are
sources of momentum”. Instead of a PDE, the lack of internal structure has led to an ODE.

Advection equation. Other special forms of (5.12) are not quite so trivial. Often f, o depend on e, with the
specific form of this dependence is given by physical analysis. Accounting for all physical effects is so difficult that
simple approximations are often used. For instance if £(e) is sufficiently smooth Taylor series expansion gives

fle)=f+f (e)(e-e)+.... (5.14)

Choosing the origin such that £f,=0 and e, =0, the simplest truncation is

f(e)=f(0)e=ue, (5.15)
and the 0 =0 form of (5.12) is
%+V~(u8)=0. (5.16)

In this approximation u is a constant giving

a_“;w.w:o (5.17)

known as the constant velocity advection equation. lIts one-dimensional form is the basis of much development in
numerical methods for PDE's

de de
E+U§=0 (518)

Diffusion equation. Another widely encountered dependence of f on e is of the form

f(e)=-aVe (5.19)
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and this leads to

9 V- (aVe)=o(e).

If there are no sources and « is a constant we have

de 2
m—av e

the heat or diffusion equation.

Combined effects. Both above flux types can appear in which case the associated conservation law is

de 3
E+V'(ue)—av e,

known as the advection-diffusion equation, and is a linear PDE. If sources o exist the above becomes

de
E+V'(ue)=avze+cr,
or for constant advection velocity u
de
—+u-Ve=aV?e+o.
ot

(5.20)

(5.21)

(5.22)

(5.23)

(5.24)

It is often the case that the flux depends on the conserved quantity itself, f(e) =u(e) e, in which case (5.22) becomes

a non-linear PDE.

Steady-state transport. Various effects can balance leading to no observable time dependence, de/dt=0. If there
is no overall diffusive flux f(e) =-aV e within an infinitesimal volume, then V- f = -« V2e=0 leads to the Laplace

equation
VZe=0.

If the infinitesimal volume contains sources the Poisson equation
Vie=o0,

is obtained.

Separation of variables. Often, the time dependence can be isolated from the spatial dependence, e(x,t) =

X(x)T(t), in which case the diffusion equation for constant « leads to

T VX
T x A

with A a positive constant to avoid unphysical exponential growth. The spatial part of the solution statisfies the

Helmholtz equation
V2X=-k%X,

with k2=A/a. The above is interpreted as an eigenproblem for the Laplacian operator A=V?
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The above special forms of differential conservation laws play an important role in scientific computation. Numer-
ical techniques have been developed to capture the underlying physical behavior expressed in say the diffusion
equation of the Helmholtz equation. These equations were first studied within physics, but they reflect universal
behavior. Consider the Black-Scholes financial model for the price of an option V(S,t) on an asset S(t)

ov oV 1 5, .,0%
¥+I’S¥—FV—EU S ﬁ,

with o the standard deviation of stock market returns and r the annualized risk-free interest rate. The terminology
might be totally different, but the same patterns emerge and the Black Scholes model can be interpreted as an
advection diffusion equation with non-constant advection velocity rS, negative diffusion coefficient -5252?/2 and
source term rV. The similarity to the physics advection and diffusion equations arises from the same type of
modeling assumptions relating fluxes to state variables.
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LECTURE 28: LINEAR OPERATOR SPLITTING

1. Finite difference Poisson equation

Consider now the approximation of & = f in the first-order differential equation

y' =f(ty). (5.25)

Integration over a time step [, t;,1] gives
tiv1
y(tin) -y ()= “f by )t

and use of quadrature formulas leads to numerical solutions for solving (5.25). Consider for instance data D =
{(tis1-ks fiv1-k), k=1,...,s} going back s intervals of size h, t;,1_y=t;.1— kh. Any quadrature formula based on this
data could be used, but the most often encountered approach is to use a polynomial approximant. This can be
stated in Lagrange form as

N

Fy (@)=Y at) fo fi= f(tia-ty (i) = f bk Yicr-0)-

k=1

The last approximate equality arises from replacing the exact value y(t;.1-x) by its approximation yx =y (ti.1-«).
The result is known as an Adams-Bashforth scheme

N

y,-+1=y,-+f:”; w(®) fidt=yi Y ([ 60 de) fimyis Y bifiors

k=1 k=1

with coefficients that are readily computed (cf. Table 1).
1 tia
bk:F(L; () dt).

S b] b2 b3 b4

11

3 1
25 73
323 _16 5
12 12 12

55 59 37 9
24 24 24 24

Table 5.1. Adams-Bashforth scheme coefficients.

4

The s=1 Adams-Bashforth scheme is identical to forward Euler and the above approach yields schemes that are
explicit, i.e., the new value is directly obtained from knowledge of previous values.
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Choosing data D = {(tjs1-k fis1-k), k=0,...,s - 1} that contains the point yet to be computed (t;.1,yi+1) gives rise to
a class of implicit schemes known as the Adams-Moulton schemes (Table 2)

s-1

Yis1i=Yi+ h Z bkfi+1—ks

k=0

=

1 b2 b3

—_

N

N —
N|°°I

1
19

24 24 24

1

1
12
>

w
N o= N = = O
R og|o™l= =S

Table 5.2. Adams-Moulton scheme coefficients.

2. Matrix splitting iteration

Approximation of both operators £ =d/dt and & = f arising in £y =&y, or y'= f(t,y) is possible. Combining
previous computations, the resulting schemes can be stated as

Y awyin=hY_ bifiks fisk=f(tisks yick)- (5.26)
k=0 k=0
Both sides arise from linear approximants: of the derivative on the left, and of f on the right.

3. Convergence analysis

Any of the above schemes defines a sequence {y,}nen that approximates the solution y(t,) of the initial value
problem

y' =f(ty),y(0)=yo,

over a time interval [0, T], t,=nh, h=T/N. A scheme is said to be convergent if

lim yx=y(T).
h—0
Nh=T

The above states that in the limit of taking small step sizes while maintaining Nh=T for some finite time T, the
estimate at the endpoint converges to the exact value. Such a definition is rather difficult to apply directly, and an
alternative characterization of convergence is desirable.

To motivate the overall approach, consider first the following model problem

y'=2y,y(0)=y5A<0 (5.27)
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The model problem arises from truncation of the general non-linear function f to first order

Y =f(y)=fO0)+f(O0)y+---.

Since f(0) is a constant that simply leads to linear growth, and the model problem captures the lowest-order non-
trivial behavior. The exact solution is

enﬂh

y(t)=etyo=y(t,) =y,

giving y (T) =e*" y,. The restriction of A<0 in the model problem arises from consideration of the effect of a small
perturbation in the initial condition representative of floating point representation errors. This leads to y(T) =
e’ (yo+8), and the error e= y(T) - y(T) =e*"S can only be maintained small if 1<0.

Applying the forward Euler scheme to the model problem (5.27) gives

Yn+1 =Yn+)thyn= (1 +Z>yn,
with z=Ah. After N steps the numerical approximation is
)N

yn=(1+2)"yp.

The exponential decay of the exact solution can only be recovered if which leads to a restriction on the allowable
step size

—%>h>0.

If the step size is too large, h>-2/4, inherent floating point errors are amplified by the forward Euler method, and
the scheme is said to be unstable. This is avoided by choosing a subunitary parameter z , |z|=|Ah|< 1, which leads
to a step size restriction h<1/|Al.

These observations on the simple case of the Euler forward method generalize to linear multistep methods. Applying
(5.26) to the model problem (5.27) leads to the following linear finite difference equation

s N
Z akyi+k=ZZ biyiik- (5.28)
k=0 k=0

The above is solved using a procedure analogous to that for differential equations by hypothesizing solutions of
the form

to obtain a characteristic equation

n(r;z)=p(r)-zo(r)=0,
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where p(r),o(r) are polynomials
p(r) =" arrk,a(r)=>" berk.
k=0 k=0

The above polynomials allow an operational assessment of algorithms of form (5.26). An algorithm (5.26) that
recovers the ordinary differential equation (5.25) in the limit of h— 0 is said to be consistent, which occurs if and
only if

p(1)=0,p'(1) -0 (1)=0.

Furthermore an algorithm of form (5.26) that does not amplify inherent floating point errors is said to be stable,
which occurs if the roots of 7 (r;z) are subunitary in absolute value

lrjl<1,7(rj;z)=0.
THEOREM. An algorithm to solve (5.25) that is consistent and stable is convergent.

A convenient procedure to determine the stable range of step sizes is to consider r of unit absolute value

and evaluate the characteristic equation

n(ez)=p(e®)-zo(e®)=0=z(0) =§((%ZZ))’

where z(0) is the boundary locus delimiting zones of stability in the complex plane (Fig 1).

Boundary locus of forward Euler scheme

— forward Euler

2 1 — backward Euler

—— second-order Adams—-Bashforth

— trapezoid
g . —— third-order Adams-Bashforth
- third—order Adams-Moulton
-1 — fourth-order Adams-Bashforth
— —— fourth—order Adams—-Moulton
” fith—order Adams-Bashforth
leap-frog
o -3 2 -1 0 1 2
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A method is said to be A-stable if its region of stability contains the entire left half-plane in C, and is said to be L-
stable if lim,_,cp(we™®)/o(we)=0.

LECTURE 29: SPLITTING FOR VARIABLE COEFFICIENT LINEAR OPERATORS

1. Spatially dependent diffusivity

The null space of a linear mapping represented through matrix A€ C™ " is defined as N(A) = {x| Ax =0}, the set of
all points that have a null image through the mapping. The null space is a vector subspace of the domain of the
linear mapping. A first step in the study of nonlinear mappings is to consider the generalization of the concept of
a null set, starting with the simplest case,

f(x)=0 (5.29)

where f:R—R, f€CP(R), p=0, i.e., f has p continuous derivatives. It is assumed that a closed form analytical
solution is not available, and algorithms are sought to construct an approximating sequence {x,},en Whose limit is
a root of (5.29). The general approach is to replace (5.29) with

&n(x)=0, (5.30)

where g, is some approximation of f, and x, the root of (5.30) can be easily determined.

Consider g(x) =ax + b (a first-degree polynomial, but not a linear mapping for b +0), an approximant of f based
upon data {(Xs-2, fo-2=f (Xn-2))s (Xn-1, fa-1=f (xn-1)) }, given in Newton interpolant form by

Jo-1= fo- 2 (X~ Xp-2). (5.31)

Xn-1—Xpn-2

8n(X) = foa+ T
The root of (5.31) is

fn 2 Xn—2fn—1—Xn—1fn—2
=X, X 1= Xp=2) =
n2n fn 1_fn 2 - " 2) fn—]‘fn—z ’

an iteration known as the secant method. The error in root approximation is

2
f {if 5 en—]_en—Z);
n- n-

€n=Xp-X=€p -
and can be estimated by Taylor series expansions around the root x for which f(x)=0,
, 1. , , 1., 5
Jo-k=f (Xn-1) = f (%) (Xn-k— x) +Ef () (Xn-k=x)"+ = f en—k*'if Cnkt
where derivatives f’, f” are assumed to be evaluated at x. In the result

f en 2+lf"e,§ e f’+%f”‘en—2+"‘
€n=€n-2— (en—1_en—2>=en—2 1- s

f"(en—1_en—2) f ( -1~ €n- 2) : f’+%f”'(3n—1+en—2)+
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assuming f'(x) #0, (i.e., x is a simple root) gives

T+c-ep-2+---
1+C'(€n_]+€n_2)+"'

en=¢€n_o| 1

,c=%(f”/f').

For small errors, to first order the above can be written as
en=ena[1-(1+c-en2)(1-c-(en-1+en-2))]=cen-1€n2.
Assuming p-order convergence of e,
‘enl ~A ‘en—1|pa
leads to
p+1 p? p+1 p?-p-1 -p
AP en ol ~ cAlen-ofP" = len-al ~cA™P.

Since ¢, A are finite while e,— 0, the above asymptotic relation can only be satisfied if

B,

1
pl-p-1=0=p-= 5 —=162,

hence the secant method exhibits superlinear, but subquadratic convergence.

A different linear approximant arises from the Hermite interpolant based on data

{(xn-1, fao1=f (Xa1)s for= £ (Xa-1)) )

which is given in Newton form as

&n(X) = fa-1+ fa-1- (X = Xn1),
with root

Xn=Xnp-1—

Taylor series exapnsion around the root gives for small e,_1,

, 1 2
f'en—1+3f c€p-1t T+cen-1+---
€n=€n-1- =€n-1

f’+f”€n_]+"' _1+2C6,—,_]+"'

]zen_1[1 -(1+ceq1)(1-2cen-1)].

(5.32)

(5.33)
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The resulting expression

1F
enzceg—l =§% eﬁ-b (5.34)

states quadratic convergence for Newton's method. This faster convergence than the secant method requires how-
ever knowledge of the derivative, and the computational expense of evaluating it.

The above estimate assumes convergence of {x,}sen, but this is not guaranteed in general. Newton's method
requires an accurate initial approximation xo, within a neighborhood of the root in which f is increasing, f >
0, and convex, f”>0. Equivalently, since roots of f are also roots of - f, Newton's method converges when f’,
f7<0. In both cases (5.34) in the prior iteration states that e, 1=x,_1-r>0, hence x,_1>r . Since f is increasing
f(xn-1) > f(r) =0, hence (5.33) implies e, <e,_1. Thus the sequence {e,} en is decreasing and bounded below by
zero, hence lim,_,.e,=0, and Newton's method converges.

An immediate extension of the above approach is to increase the accuracy of the approximant by seeking a higher-
degree polynomial interpolant. The expense of the resulting algorithm increases rapidly though, and in practice
linear and quadratic approximants are the most widely used. Consider the Hermite interpolant based on data

{(xn-1s fao1=f (Xno1)s faor= £ (Xao1)s faa= £ (Xao1)) )

given in Newton form as

, 1 ..
8n(X) = fao1+ fo-1- (X =Xn-1) +§fn_1'(x—x,,_1)2=C+Bs+A52,

with roots

~fo1t \/(f,{_1)2—2fn_1fn”_1
Soa '

Xpn=Xp-1+t
Tha above exhibits the difficulties arising in higher-order interpolants. The iteration requires evaluation of a square
root, and checking for a positive discriminant.

Algebraic manipulations can avoid the appearance of radicals in a root-finding iteration. As an example, Halley's
method

2 fa-1 fa-1
(fo-1)2= for fud’

Xn=Xp-1— 2

exhibits cubic convergence.

2. Gradient descent

The secant iteration

fn—2 _ _ fn—2
Jo-1- fa2 (X1~ Xn-2) = Xn-2 Jfo-1- fo-2’

Xn-1—Xn-2

Xn=Xp-2—
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in the limit of x,_,— x,_; recovers Newton's method

This suggests seeking advantageous approximations of the derivative

fn—1
S (xXn-1+ hn-1) = f(Xn-1)
hn—]

Xn=Xp-1—

based upon some step-size sequence {h,}. Since f(x,) — 0, the choice h, 1= f(x,_1) suggests itself, leading to
Steffensen's method

. S S [ fne)
X=X " T o FOa)) —F ) g8 7 ) "
f(xn—l)

Steffensen's method exhibits quadratic convergence, just like Newton's method, but does not require knowledge
of the derivative. The higher order by comparison to the secant method is a direct result of the derivative approx-
imation

: S (xn-1+ f (Xn-1)) = f (Xn-1)
S o= 7o) ’

which, remarkably, utilizes a composite approximation

f Xnor+ f(xn-1)) = (f (14 ) (Xn-1).-

Such composite techniques are a prominent feature of various nonlinear approximations such as a k-layer deep
neural network f(x)= (I Ix-1°...° 1) (x).

3. Conjugate gradient

The above iterative sequences have the form

Xp=F(Xn-1),
and the root is a fixed point of the iteration
x=F(x).
For example, in Newton's method
F(x)=x- fO0



196 DIFFERENTIAL CONSERVATION LAWS

and indeed at a root x = F(x). Characterization of mappings F that lead to convergent approximation sequences is
of interest and leads to the following definition and theorem.

DEFINITION. A function F:[a,b] — [a, b] is said to be a contractive mapping if ¥x,y €[a,b] there exists c€ (0,1) such
that

IF(x)-F(y)lsclx-yl.

THEOREM. (Contractive Mapping theorem). If F:[a,b] — [a, b] is a contractive mapping then F has a unique fixed point
x€[a,b], x=F(x).

The fixed point theorem is an entry point to the study of non-additive approximation sequences.

Example 5.1. The sequence
x1=4/p,x2=+/p+[p,... (p>0)
is expressed recursively as

Xn+1= \/P+Xn,

and has the limit

N P Py
that is the fixed point of F,

1+1+p

x=F(x)=‘/pTx= 5

Over the interval [0,p+ 1], F is a contraction since

, 1 1
F(x)= < <1
(x) 2p+x 2yp
Example 5.2. The sequence
1
X1=—,X2= T (p>0)
p p+—
is expressed recursively as
1
Xn+1= P+Xn,
and has the limit
1
X =
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that is the fixed point of F,

N e

x=F(x)=p+X— 5

Over the interval [0,1], F is a contraction since

, 1 1
|F (X)‘—WS?< 1.

LECTURE 30: NONSYMMETRIC LINEAR OPERATORS, IRREGULAR SPARSITY

1. Finite element discretization
Consider now nonlinear finite-dimensional mappings f:RY— R, and the root-finding problem
f(x)=0, (5.35)

whose set of solutions generalize the linear mapping concept of a null space, N(A)={x|Ax=0,A€C9*9}. Asin the
scalar-valued case, algorithms are sought to construct an approximating sequence {x;}ten Whose limit is a root of
(5.35), by approximating f with gy, and solving

gr(x)=0. (5.36)

Multivariate approximation is however considerably more complex than univariate approximation. For example,
consider d =2, f:R>—R2, and the univariate monomial interpolants in Lagrange form

f(s,t)= Z (xi, £) 1X(5), L £ (5, 1) = Z (s, y) U(D),

j=0
with
T os-x ot yi
HOE “ o)==
' Q xj=xi H i~y
The operator £, carries out interpolation at fixed t value of the data set D, = {(x;, f(x;,t)),i=0,...,m}. Similarly,
operator £ carries out interpolation at fixed s value of the data set D, ={(y;, f(s,y;)),j= 0,...,n}. Multivariate

interpolation of the data set
D={(xi,y;, f(xi,¥})),i=0,...,m, j=0,...,n},

can be carried out through multiple operator composition procedures.
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Bivariate (d =2) root-finding algorithms already exemplifies the additional complexity in constructing root finding
algorithms. The goal is to determine a new approximation (xy, yx) from the prior approximants

(XO’ yO)a ey (Xk—Za Yk—z), (Xk—]a Yk—l) .
Whereas in the scalar case two prior points allowed construction of a linear approximant, the two points in data

D = {(Xk-2, Yk-2)5 (Xk-15 Yr-1) }

are insufficient to determine

k-1 k-1

LFf = f(xi,yp) ¥ (s) (1),
Z Z Yi)

i=k-2 j=k-2

which requires four data points. Various approaches to exploit the additional degrees of freedom are available, of
which the class of quasi-Newton methods finds widespread applicability.

A linear multivariate approximant in d dimensions requires 2¢ data. A Hermite interpolant based upon function
and partial derivative values can be constructed, but it is more direct to truncate the multivariate Taylor series

F(x) = £ (xk) 4 (o) (x =) +

where
(05 ofi oA
6)(1 aXZ aXd
o |28 05 0n
J==—=| 0x; 9x, =" 9xy4 |=VF,
ox : : ..
Ofs 3fa . 3fa
L aX] ax2 aXd_

is the Jacobian matrix of £. Setting f(xk.1) =0, as the condition for the next iterate leads to the update
J (x1) (xke1 = x) = = F (xx),

a linear system that is solved at each iteration. Computation of the multiple partial derivatives arising in the
Jacobian might not be possible or too expensive, hence approximations are sought By = J(x), similar in principle
to the approximation of a tangent by a secant. In such quasi-Newton methods, a secant condition on B is stated as

By (xk—xx-1) = F (xx) = F(xx-1),

and corresponds to a truncation of the Taylor series expansion around xj_;. The above secant condition is not
sufficient by itself to determine By, hence additional considerations can be imposed.

1. Recalling that the scalar Newton method for finding roots of f(x)=0 converges in a region where f, f">0,
imposing analogous behavior for By suggests itself. This is typically done by requiring By to be symmetric
positive definite.
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2. Assuming convergence of the approximating sequence {xy}«en to a root, By.1 should be close to the previous

approximation suggesting the condtion

min||By.1- Byll.
Byia

Various algorithms arise from a particular choice of norm and procedure to apply (2).

One widely used quasi-Newton method, arising from a rank-two update at each iteration to maintain positive
definiteness, is the Broyden-Fletcher-Goldfard-Shanno update

T TpT
YkYk _ Bisksi B

Byi1= B+ )
' ykTsk skTBksk
where the updates are determined by

1. Solving Bypr=—[f(xk) - f(xk-1)] to find a search direction py;

2. Finding the distance along the search direction by ay=argmin||f (xx+ axpi)lz;

3. Updating the approximation sy = aty pk, xk+1=xk+ sk

4. Computing yi=f(xk+1) - f (xk).
2. Krylov iteration

3. GMRES and biconjugate gradient

LECTURE 31: INCOMPLETE OPERATOR DECOMPOSITION

1. Finite difference Helmholtz equation

In late nineteenth century, telegrapher's equations, a system of linear PDEs for current /(x, t)

and voltage V(x,t)

a a
EV(X, t) =—LEI(X, t)-RI(x,t)

0 0
al(x, t) =—C§C(X, t)-GV(x,t)
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Heaviside avoided solution of the PDEs by reduction to an algebraic formulation historical
formulation, e.g., for the ODE for y(t)

dy
E+ay—b

Heaviside considered the associated algebraic problem for Y(s)

sY+aY=b=Y(s)= =y(t)=L[Y(s)]

Why should | refuse a good dinner simply because | don't understand the diges-
tive processes involved? (Heaviside, ?)

Heaviside's formal framework (1890's) for solving ODEs was discounted since it lacked mathe-
matical rigour.

« Russian mathematician 1920's established first results (Vladimirov)

« Theory of Distributions (Schwartz, 1950s)

2. Arnoldi iteration

Consider function f:RY—R, d> 1 assumed large, f of unknown form, difficult to compute for
general input. Seek g:R"— R, T:R?— R" such that

If-g-Tl<e

for some £>0.

Choose a basis set (Monomials, Exponentials, Wavelets) {¢1, ¢,,...} to approximation of L*(R)
functions in Hibert space

n n

gn(t) =, (fo ) hi=)_ cidi

j=1 Jj=1
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The approximation is convergent if

lim | f-g-T|=0,

n—oo

This assumes c;=(f, ¢;) rapidly decrease.

THEOREM. (Parseval) The Fourier transform is unitary. For A, B:R — C, square integrable, 27-
periodic with Fourier series

A(t)= i a,e™ B(t)= i b,e™,

n=-00 n=-00o

Bessel inequality:

DI P<If .

Fourier coefficient decay: for f € C*"D(R), f -V absolutely continuous,

()
|cpl<min ”f—|h
osjsk |n
In practice: coefficients decay as
« 1/n for functions with discontinuities on a set of Lebesgue measure 0;
« 1/n? for functions with discontinuous first derivative on a set of Lebesgue measure 0;

« 1/n?for functions with discontinuous second derivative on a set of Lebesgue measure 0.

Fourier coefficients for analytic functions decay faster than any monomial power c,=0(n"),vp€
IN, a property known as exponential convergence.

Denote such approximations by £, and they are linear

L(af +Bg)=aL(f)+pL(g)
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Choose a basis set (Monomials, Exponentials, Wavelets) {¢;, ¢, ...} to approximation of L*(R)
functions in Hibert space

n

8&n(t) = Z Cj¢j

j=1

Let ®,= {(Pk(l), Pk(2)s+++» (Pk(n)} such

(fs o)z (fs@r) 2= (f, Qi)

Choose ¢;j=(f, ¢«(j)), and

g(1)=) " ;.

j=1

Denote such approximations by §, and they are non-linear.

3. Lanczos iteration

Consider function f:R?—R, d> 1 assumed large, f of unknown form, difficult to compute for
general input. Seek g:R"— R, T:R?— R" such that

If-g-Tl<e

for some €>0.

What questions do you ask?
Does T exist?. Vf,e,3T,suchthat|f-g-Tl<e
Can arbitrary ¢ be achieved?.
Can we construct 7?.

— By what procedure?

T=ToThe...o T,
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with T; simple modifications of identity (ReLU)

in|f-geTieTyo...oT,
TT.I.nT,”f gl I Jil

Tj(x) = n(Ajx + b))

0 t<0
'7<t>={ t t20

— At what cost?

How big is n?.

LECTURE 32: BASES FOR INCOMPLETE DECOMPOSITION

1. Preconditioning

In late nineteenth century, telegrapher's equations, a system of linear PDEs for current /(x, t)
and voltage V(x,t)

0 0
&V(x, t) =—L&I(X, t)-RI(x,t)

0 0
al(x, t) =—C§C(X, t)-GV(x,t)

Heaviside avoided solution of the PDEs by reduction to an algebraic formulation historical
formulation, e.g., for the ODE for y(t)

—=+ay=>b

dy
dt

Heaviside considered the associated algebraic problem for Y(s)

sY+aY=b=Y(s) =%=>y(t) =L7[Y(s)]


https://rip94550.wordpress.com/2012/08/27/heavisides-operational-calculus/
https://rip94550.wordpress.com/2012/08/27/heavisides-operational-calculus/
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Why should | refuse a good dinner simply because | don't understand the diges-

tive processes involved? (Heaviside, ?)

Heaviside's formal framework (1890's) for solving ODEs was discounted since it lacked mathe-

matical rigour.

« Russian mathematician 1920's established first results (Vladimirov)

« Theory of Distributions (Schwartz, 1950s)

2. Multigrid

Consider function f:]Rd—>JR, d> 1 assumed large, f of unknown form, difficult to compute for

general input. Seek g:R"— R, T:R?— R" such that

If-g-Tl<e

for some €>0.

Choose a basis set (Monomials, Exponentials, Wavelets) {¢, ¢, ..

functions in Hibert space

gn(t) = (f. )= ¢

Jj=1 Jj=1

The approximation is convergent if
r!i_l)’lgollf—g" TI=0,

This assumes ¢;=(f, ¢;) rapidly decrease.

.} to approximation of L*(R)

THEOREM. (Parseval) The Fourier transform is unitary. For A, B:R — C, square integrable, 27-

periodic with Fourier series

A(t) = i a,e™ B(t)= i b,e™,

(t) dt.

]
$

RSy
]

N

:1|“
—
3 Bl
=
(we]l
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Bessel inequality:

I(f, P P<Ifl.

j=1

Fourier coefficient decay: for f € C*"V(R), -V absolutely continuous,

)
|c,l<min 1f .”1.
Osjs<k |n|f

In practice: coefficients decay as
« 1/n for functions with discontinuities on a set of Lebesgue measure 0;
« 1/n? for functions with discontinuous first derivative on a set of Lebesgue measure 0;
« 1/n? for functions with discontinuous second derivative on a set of Lebesgue measure 0.

Fourier coefficients for analytic functions decay faster than any monomial power c,=0(n"),vp€
IN, a property known as exponential convergence.

Denote such approximations by &£, and they are linear

L(af +pg)=aL(f)+pL(g)

Choose a basis set (Monomials, Exponentials, Wavelets) {¢;, ¢,,...} to approximation of [*(R)
functions in Hibert space

n

g(t)=) " i

j=1

Let ®,= {(pk(1), Pk(2)s -+ > (Pk(n)} such

(fsor) = (s k@) 22 (f s km)-

Choose c¢j=(f, ¢«(j)), and

n

g(t)=) ;.

j=1
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Denote such approximations by §, and they are non-linear.

3. Random multigrid and stochastic descent

Consider function f:RY—R, d> 1 assumed large, f of unknown form, difficult to compute for
general input. Seek g:R"— R, T:RY— R" such that

If-g-Tl<e

for some £>0.

What questions do you ask?
Does T exist?. Vf,e,3T,suchthat|f-g-T|<e¢
Can arbitrary ¢ be achieved?.
Can we construct 77?.
— By what procedure?
T=TioThe...oT,
with T; simple modifications of identity (ReLU)

i —goTieTho...oT,
min Ilf -g-Ti= T, il

Tj(x) = n(Ajx + b))

0 t<0
"<t>={ t t20
— At what cost?

How big is n?.
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LECTURE 33: MULTIPLE OPERATORS

1. Semi-discretization

In late nineteenth century, telegrapher's equations, a system of linear PDEs for current /(x, t)
and voltage V(x,t)

a9 a9
EV(X, t) =—LEI(X, t)-RI(x,t)

d J
&I(x, t) =—C§C(x, t)-GV(x,t)

Heaviside avoided solution of the PDEs by reduction to an algebraic formulation historical
formulation, e.g., for the ODE for y (t)

dy
E+ay—b

Heaviside considered the associated algebraic problem for Y(s)

sY+aY=b=Y(s) =%=>y(t) =L7[Y(s)]

Why should | refuse a good dinner simply because | don't understand the diges-
tive processes involved? (Heaviside, ?)

Heaviside's formal framework (1890's) for solving ODEs was discounted since it lacked mathe-
matical rigour.

« Russian mathematician 1920's established first results (Vladimirov)

« Theory of Distributions (Schwartz, 1950s)
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2. Method of lines

Consider function f:RY—R, d> 1 assumed large, f of unknown form, difficult to compute for
general input. Seek g:R"— R, T:RY— R" such that

If-g-Tl<e

for some €>0.

Choose a basis set (Monomials, Exponentials, Wavelets) {¢;, ¢,,...} to approximation of [*(R)
functions in Hibert space

g(t)=) (f-9)9=) ¢

The approximation is convergent if

lim | f-g-T|=0,

This assumes c;=(f, ¢;) rapidly decrease.

THEOREM. (Parseval) The Fourier transform is unitary. For A, B:R — C, square integrable, 27-
periodic with Fourier series

A(t)= i a,e™ B(t)= i b,e™,

Bessel inequality:

DI )P<If .

Fourier coefficient decay: for f € C*"D(R), f -V absolutely continuous,

R TAAT
[cal€min f —
osjsk |n
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In practice: coefficients decay as
« 1/n for functions with discontinuities on a set of Lebesgue measure 0;
« 1/n? for functions with discontinuous first derivative on a set of Lebesgue measure 0;
« 1/n? for functions with discontinuous second derivative on a set of Lebesgue measure 0.

Fourier coefficients for analytic functions decay faster than any monomial power c,=0(n"),vp€
IN, a property known as exponential convergence.

Denote such approximations by £, and they are linear

L(af +pg)=aL(f)+pL(g)

Choose a basis set (Monomials, Exponentials, Wavelets) {¢;, ¢, ...} to approximation of L*(R)
functions in Hibert space

&)=Y i

j=1
Let ®,= {(Pk(l), Pk(2)s+++» (Pk(n)} such
(fs k)= (f s @u) 2> (s 0km)-

Choose ¢j=(f, ¢«(j)), and

gn(t) =) cigy.

j=1

Denote such approximations by §, and they are non-linear.

3. Implicit-explicit methods

Consider function f:]Rd—>JR, d>1 assumed large, f of unknown form, difficult to compute for
general input. Seek g:R"— R, T:R?— R" such that

If-g-Tl<e



210 DIFFERENTIAL CONSERVATION LAWS

for some €>0.

What questions do you ask?
Does T exist?. Vf,e,3T,suchthat|f-g-Tl<e
Can arbitrary ¢ be achieved?.
Can we construct 77?.

— By what procedure?

T=TeTye...oT|
with T; simple modifications of identity (ReLU)

i —goTioTho...oT,
T';‘T%”f 8o li° 1 Jil
Ti(x) =n(Ajx + b))
0 t<0
”<t>={t t>0
— At what cost?

How big is n?.

LECTURE 34: OPERATOR-INDUCED BASES

1. Spectral methods
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In late nineteenth century, telegrapher's equations, a system of linear PDEs for current /(x, t)
and voltage V(x,t)

d d
EV(X,t)=—Lal(x,t)—Rl(x,t)
0ty =-C2L i, )-GVix, )
ox 0 Tat M7 ’

Heaviside avoided solution of the PDEs by reduction to an algebraic formulation historical
formulation, e.g., for the ODE for y(t)

dy
E+ay—b

Heaviside considered the associated algebraic problem for Y(s)

sY+aY=b=Y(s)= =y(t)=L[Y(s)]

a+s

Why should | refuse a good dinner simply because | don't understand the diges-
tive processes involved? (Heaviside, ?)

Heaviside's formal framework (1890's) for solving ODEs was discounted since it lacked mathe-
matical rigour.

« Russian mathematician 1920's established first results (Vladimirov)

« Theory of Distributions (Schwartz, 1950s)

2. Quasi-spectral methods

Consider function f:R?—R, d> 1 assumed large, f of unknown form, difficult to compute for
general input. Seek g:R"— R, T:RY— R" such that

If-g-Tl<e

for some €>0.
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Choose a basis set (Monomials, Exponentials, Wavelets) {¢;, ¢,...} to approximation of [*(R)
functions in Hibert space

g()=) (fd)di=) o,
j=1 j=1
The approximation is convergent if
lim | f-g-T|=0,

This assumes c;=(f, ¢;) rapidly decrease.

THEOREM. (Parseval) The Fourier transform is unitary. For A, B:R — C, square integrable, 27-
periodic with Fourier series

A(t) = i a,e™ B(t)= i b,e™,

i a,,B,,:zinf_ZA(t)B(t) dt.

n=-00

Bessel inequality:

DI P<If 1.

Fourier coefficient decay: for f € C*"D(R), f -V absolutely continuous,

)
|c,l<min 1f .”1.
Osjs<k |n|f

In practice: coefficients decay as
« 1/n for functions with discontinuities on a set of Lebesgue measure 0;
« 1/n? for functions with discontinuous first derivative on a set of Lebesgue measure 0;

« 1/n?for functions with discontinuous second derivative on a set of Lebesgue measure 0.
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Fourier coefficients for analytic functions decay faster than any monomial power c¢,=0(n"),vp€
IN, a property known as exponential convergence.

Denote such approximations by £, and they are linear

L(af +Bg)=aL(f)+pL(g)

Choose a basis set (Monomials, Exponentials, Wavelets) {¢;, ¢, ...} to approximation of L*(R)
functions in Hibert space

n

g(t)=) " i

j=1

Let @, ={@k1), Pi(2)s---> Pi(m} SUCh

(fsor) = (fs k@) =2 (fs k(m)-

Choose cj=(f, ¢«(j)), and

&n(t) = Z CJ¢J :

j=1

Denote such approximations by §, and they are non-linear.

3. Fast transforms

Consider function f:RY—R, d> 1 assumed large, f of unknown form, difficult to compute for
general input. Seek g:R"— R, T:RY— R" such that

If-g-Tl<e

for some €>0.

What questions do you ask?
Does T exist?. Vf,e,3T,suchthat|f-g-Tl<e

Can arbitrary ¢ be achieved?.
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Can we construct 7?.
— By what procedure?
T=TThe...oT,
with T; simple modifications of identity (ReLU)

in|f-goTioTyo...oT
TT.I.nT,”f gl Iy Jil
Tj(x) = n(Ajx + b))
0 t<0
'7<t>={t t>0
— At what cost?

How big is n?.

LECTURE 35: NONLINEAR OPERATORS

1. Advection equation

In late nineteenth century, telegrapher's equations, a system of linear PDEs for current /(x, t)
and voltage V(x,t)

0 0
&V(x, t) =—L&I(X, t)-RI(x,t)

0 0
al(x, t) =—C§C(X, t)-GV(x,t)

Heaviside avoided solution of the PDEs by reduction to an algebraic formulation historical
formulation, e.g., for the ODE for y(t)
dy

E+ay=b
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Heaviside considered the associated algebraic problem for Y(s)

sY+aY=b=Y(s) =%=>y(t) =L7[Y(s)]

Why should | refuse a good dinner simply because | don't understand the diges-
tive processes involved? (Heaviside, ?)

Heaviside's formal framework (1890's) for solving ODEs was discounted since it lacked mathe-
matical rigour.

« Russian mathematician 1920's established first results (Vladimirov)

« Theory of Distributions (Schwartz, 1950s)

2. Convection equation

Consider function f:RY—R, d> 1 assumed large, f of unknown form, difficult to compute for
general input. Seek g:R"— R, T:R?— R" such that

If-g-Tl<e

for some £>0.

Choose a basis set (Monomials, Exponentials, Wavelets) {¢;, ¢, ...} to approximation of L*(R)
functions in Hibert space

g()=) (fd)di=) o,
j=1 j=1
The approximation is convergent if
r!i_ljgollf—g" T1I=0,

This assumes c;=(f, ¢;) rapidly decrease.
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THEOREM. (Parseval) The Fourier transform is unitary. For A, B:R — C, square integrable, 27-
periodic with Fourier series

Bessel inequality:

DI P<If Il

Fourier coefficient decay: for f € C*"V(R), f -V absolutely continuous,

()

. 1

[cal<s min ”f—”
o<j<k |n|/

In practice: coefficients decay as
+ 1/n for functions with discontinuities on a set of Lebesgue measure 0;
« 1/n? for functions with discontinuous first derivative on a set of Lebesgue measure 0;
« 1/n* for functions with discontinuous second derivative on a set of Lebesgue measure 0.

Fourier coefficients for analytic functions decay faster than any monomial power c,=0(n"),vp€
IN, a property known as exponential convergence.

Denote such approximations by £, and they are linear

L(af +pg)=aL(f)+pL(g)

Choose a basis set (Monomials, Exponentials, Wavelets) {¢;, ¢,,...} to approximation of [*(R)
functions in Hibert space

n

g(t)=) " i

j=1
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Let ®r={@k1), k2> -> Ph(m} such

(fs k)= (frou@) 22 (f, Pk(m)-

Choose cj=(f, ¢«(j)), and

g(t)=) " ;.

j=1

Denote such approximations by (, and they are non-linear.

3. Discontinuous solutions

Consider function f:RY—R, d> 1 assumed large, f of unknown form, difficult to compute for
general input. Seek g:R"— R, T:RY— R" such that

If-g-Tl<e

for some €>0.

What questions do you ask?
Does T exist?. Vf,e,3T,suchthat|f-g-T|<e¢
Can arbitrary ¢ be achieved?.
Can we construct 7?.
— By what procedure?
T=TieThe...oT,
with T; simple modifications of identity (ReLU)

in|f-geTieTyo...oT,
TT.I.nT,”f gl Iy Jil

Ti(x) =n(Ajx + bj)

0 t<0
'7<t>={ t t20

— At what cost?

How big is n?.
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