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1. Kernel based methods

Let
{(zi, fi) I,
with x; € Rd, fi € R.

Aim: Find a “good” function f such that
fle)=1fi i=1,...,N

To compute an f, we can make of a discrete representation of f in some basis, i.e.

N
f(x) = Z_: cjbj(x).

For interpolation, one can solve this via

A

BC = F,

where By; = bj(zy), j,k=1,...,N,C = (c1,...,cn)", and F= (fl,...,fN)T. If Bisa
nonsingular matrix we have a solution. It turns out that so-called kernel functions that
are centered at the locations x; are a good choice:

b](x) = k‘(l‘j,aj‘),
which gives

N
f(@) =" cik(zj, x).
=1

We will also consider approximation instead of interpolation f(x;) ~ f;. This is in
particular relevant in machine learning, where one usually assumes, and actually has,
noise and measurement errors in the given data.
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1.1. Kernels

The Gaussian kernel is the prime example of a kernel:
k(z,9) = exp (—alle — yll3)

for all z,y € R%, where « is a scaling parameter.

Figure 1.1.: Gaussian kernel for various « values

Definition 1.1. Let 2 be an arbitrary nonempty set. A function k: Q x Q) — R is
called a kernel on 2. We call k a symmetric kernel if

k(z,y) = k(y, z)

for all x,y € €.

The Gaussian kernel can be written as

k(z,y) = exp(—a |z — y|13)
———

ri=|lz—yll2
= exp(—ar?)
= ¢(r)
= ¢(|lz — yll2)
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Figure 1.2.: Inverse multiquadratics for various § values

Radial basis functions

Definition 1.2. A function ® : R — R is said to be radial if there exists a function
¢ : [0,00] — R such that
®(x) = 2(||z[l2)

for all z € R%. Such a function is traditionally called radial basis function (RBF).

Other common RBFs are
o inverse multiquadratics ¢(r) = (1 4+ ar?)?, <0
o multiquadratics, ¢(r) = (1 + ar?)?, 3 >0
o powers: ¢(r) =1rP, B ¢ 27.
These belong to the

e polyharmonic family of kernels:

¢(r) = rlog(|r)), p € 2Z.
Special case:
¢(r) = 1 log(|r|).

This is the so-called thin-plate spline. It relates to the partial differential equation
that describes the bending of thin plates.
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Figure 1.3.: Multiquadratics for various 8 values

Figure 1.4.: Polyharmonic kernel for various 8 values
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e In contrast to the other kernels that live over R, Wendland’s kernel is a compactly
supported kernel:
. (a+1)
Gua(r) = (1= 1)1+ (a+ 1))

with the cut-off function
z, >0
()4 =

0, <0

Figure 1.5.: Wendland’s C?-kernel for various a

Remark. Kernels can always be restricted to subsets without losing essential properties.
This easily allows kernels on embedded manifolds, e.g. the sphere.

Remark. We will see that a kernel k on €2 defines a function k(x,-) for all fixed x € Q.

The space
Ko == span{k(z,-) | z € Q}

can be used as a so-called trial space in meshless methods for solving PDEs.

Kernels in Machine Learning

In machine learning the data z € © can be quite diverse and without (much) structure
on first glace. For example consider images, text documents, customers, graphs, ...

Here, one views the kernel as a similarity measure, i.e.
E:QxQ—>R

returns a number k(z,y) describing the similarity of two patterns x and y.
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If in R?, we can work with the standard scalar product

d
(z,y) = Ziﬂz " Yis
i=1

where x and y are very dissimilar if they are orthogonal and x and y are very similar
if they point in the same direction. As a reminder, if normalized the scalar product
computes the cosine of the angle between x and y.

To work with general data, we first need to represent it in a Hilbert space F, the so
called feature space. One considers the (application dependent) feature map

d:0— F.

The map ® describes each x € €2 by a collection of features which are characteristic for a
r and capture the essentials of elements of 2. Since we are now in a Hilbert space we
can work with linear techniques in F. In particular we can use the scalar product in F
of two elements of €2 represented by their features:

(P(x), P(y))r = k(z,y) forall z,y € Q

and define a kernel k that way.

Note that given a kernel, neither the feature map nor the feature space are unique. Let
Q:=R, k(z,y)==x-yforalz,yecR.
First, a feature map is the identity map on R, with the feature space F = R.

But, the map ® : Q — R? defined by
®(z) = (2/V2,2/V2) for all z € Q

is also a feature map given the same k since
_*Y Y
CV2V2 O V2V2
Such a construction can be made for any arbitrary kernel, therefore every kernel has
many different feature spaces.

(P(z), P(y))g2 x-y=k(z,y) for all z,y € Q.

As a simple example for a "different" kind of kernel, we consider a collection of documents.
We represent each document as a bag of words and describe a bag as a vector in a space in
which each dimension is associated with a term from the set of words, i.e. the dictionary.
The feature map is

B(t) == (wh(wy, t), wh(ws,t), ..., wi(wg,t)) € RY
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where wf(w;, t) is the frequency of the word w; in the document ¢. A simple kernel is the
vector space kernel

d

K(tl,tg) = <q)(t1),¢’(t2)> = wa(wj,tl) . Wf(’ll)j,?fg).
j=1

Natural extensions to this kernel take e.g. word order, relevance or semantics into account,
which can be achieved by using matrices in the scalar product:
K(tl, tg) = <S(I)(t1), S(I)(tQ)>
= ®7(t1)STSD(t2).

Another non-Euclidean data object are graphs, where the class of random walk kernels
can be defined | ]. These are based on the idea that given a pair of graphs, one
performs random walks on both and counts the number of matching walks. With A the
adjacency matrix of the direct product graph of the two involved graphs, one defines:

Ng Ny oo

G H) =33 S N [A’;]j’k :

j=1k=1k=0

More generally, one can define a random walk graph kernel k as

k(G H) =" Mgk Whpy,
k=0

where W is the weight matrix of the direct product graph, qz is the stopping probability
on the direct product graph, and pyx is the initial probability distribution on the direct
product graph. For a current survery of graph kernels see | ].

An example application for graph kernels are organic molecules, which can be represented
as graphs and where one aims to predict electronic ground-state properties [ ].

Mercer kernels

More generally, one can consider kernels of the Hilbert-Schmidt or Mercer form
k(z,y) =Y Nigi(®)@i(y) for all z,y € Q,
el
with certain functions ¢ : 2 — R, ¢ € I, certain positive weights A;,7 € I, and an index
set I such that the summability condition

k(z,x) = Xigi(z)® < o0 (1)
i€l
holds for all = € Q.
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Remark. Such kernels arise in machine learning if the functions ¢; each describe a feature
of x and the feature space is the weighted ¢o-space:

Uy g\ = {{'fz‘}ief PP SRS OO}
el
of sequences with indices in I.
These expansion also occurs when kernels generating positive integral operators are

expanded into eigenfunctions on {2. Such kernels can be viewed as arising from generalized
convolutions.

Generally, kernels have there major application fields: convolutions, trial spaces, and
covariances. We are mainly concerned with the last two.

1.1.1. Properties of Kernels

We consider an arbitrary set X = {z1,...,zx} of N distinct elements of 2. We can from
linear combinations

N
f@) =) ajk(zj,z), ze€Q
j=1
of translates of the kernel.

This is a very convenient technique to generate functions on an otherwise unstructured
set 2. Note that the coefficients might not be unique, we do not assume that the k(z;, z)
are linearly independent.

For X we construct the symmetric N x N kernel matriz

K :=Kxx = (k(xj?xk))lgj,ng

and obtain the interpolation problem
. N
fe = flar) =) ajk(xy, zp).
j=1

In matrix form:
Kx,Xa =F.

In general it is difficult to determine if such a linear equation system can be solved, but
for kernels we can see it via positive semi-definiteness.
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Definition 1.3. A kernel on  x € is symmetric and positive semidefinite, if all
kernel matrices for all finite point sets of distinct elements of {2 are symmetric and
positive semidefinite.

Theorem 1.4.

1. Kernels arising from feature maps, i.e.

k(z,y) = (@(x), ®(y)) 7

are positive semidefinite.
2. Hilbert-Schmidt or Mercer kernels

Z Aivi(zx y) for all z,y € Q
1€l

are positive semidefinite.
PROOF. The first statement is obvious since such kernels result in kernel matrices that are
Gramian matrices, and these are always positive semi-definite. For the second statement

we consider the quadratic form corresponding to the kernel matrix and we write for all
a € RY:

N
a'Ka = Z ajapk(z;, )

jk—l

- Z aJakZ)‘z@z x] ©i :Ck)
7,k=1 el

= Z)‘ Za]@z Zg ZakSOz xk
el j=1

N 2

= Z)\ ZGJ% xzj)] >0

el j=1
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Theorem 1.5. Let K be a symmetric positive semi-definite kernel on 2. Then

1.

2.

d.

6.

k(x,z) >0 for all x € Q.

k?(.fl),y)Q < k?(CC,.’L‘) ’ k(y7y) Jor all z,y € Q.

2k(z,y)? < k(z,2)? + k(y,y)? for all x,y € Q.

. Any finite linear combination of positive semidefinite kernels with nonnegative
coefficients gives a positive semidefinite kernel. If one of these kernels is positive
definite, and its coefficient is positive, then the combination of kernels is positive
definite.

The product of two positive semidefinite kernels is positive semidefinite.

The product of two positive definite kernels is positive definite.

Proor. 1. This follows with the point set {z} C  in Definition 1.3.

. Consider the kernel matrix for the set {x,y}. The determinant of such a positive

semi-definite symmetric matrix is non-negative, therefore k(x, z)-k(y, y)—k(z, y)? >
0.

. With the inequality

2ab < a®> +b* for a,b € R{

this follows from Item 2.

. This property is easy to see, just expand the sum 7K.
. The property follows from Lemma 1.6.

. The property follows from the proof of Lemma 1.6. One can repeat the same proof

with strict inequalities and some more linear algebra. [

Lemma 1.6 (Schur Product Lemma). For two matrices A, B the matriz C' with
elements

Cij = AijBij

is called Schur product or Hadamard product. The Schur product of two positive
semidefinite matrices is positive semidefinite.

PROOF. We can decompose a positive semidefinite matrix into

A=S"DS

10
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with S an orthogonal matrix and D = diag(\,...,An) a diagonal matrix with \; > 0
the eigenvalues of A. For all ¢ € RV, we look at

N gk N N
"Cq= > garajbik = > Gakbik D AmSjmSkm
k=1 k=1 m=1
N

N
= Am E 45 8jim QkSkm Djk
— T N S~~~
m=1 Jok=1 " p
Pjim km

N N
= Z )\m Z pjmpkmbjk > 0.
m=1 jk=1

>0, since B is positive semidefinite

This however is exactly what we had to prove. ]

Note that we consider only positive definiteness for symmetric matrices. The above also
holds if one of the matrices is not symmetric, but positive definite.

Our overall aim is to go from kernels to a reproducing kernel Hilbert space (RKHS).
Therefore we will define “candidate” spaces and a bilinear form in the way we would
expect them.

As before, let K be a symmetric positive semidefinite kernel on ). We define the linear
space
H = span{k(z, ) | z € Q}

of all finite linear combinations of translates of the kernel.
In the same way, we define the linear space
L:=span{d; | x € Q, 0, : H - R}
of all finite linear combinations of point evaluation functionals acting on functions in

H,
0y : H =R, f— f(x).

In particular, we explicitly restrict the action to functions in H. We can write all elements
from L and H as

N
)\a,X = Z aj(ng
j=1

N
fax (@) =N, xk(z,y) = Z ajk(z,x;)
j=1

11
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with some a € RV, X = {z1,..., 25} C Q, where X is any arbitrary finite subset of €.
Unfortunately, from f, x(-) =0 on Ay x(-) = 0 it does not follow that a = 0, we need to
observe that, but it will pose no problem.

We now define a bilinear form on L:

M N
Maxs Aoy )L =D > ajbpk(z;, yp)
Jj=1k=1 (2)
= /\g,x)‘b,yk(%@/)

= )\a,X (fb,Y) .

This is well-defined, since it is independent of the specific representation, i.e. a, b, due to
the functionals and their actions in the second line. We observe that the bilinear form is
positive semi-definite since the kernel matrix has this property. Further, we have

Nax (for)l = [Naxs Moy) |

< (3)

where it may be just a seminorm, not a norm.

Somewhat surprisingly, the bilinear form is actually positive definite, even for K positive
semidefinite.

Theorem 1.7. If k is a symmetric positive semidefinite kernel on €2, then the bilinear
form (-,-yr, from Eq. (2) is positive definite on the space L of functionals defined on
function on 2. Thus L is a pre-Hilbert space of functions on €.

PRrROOF. Assume that

N

0=(\a,x>Aa,x)L = Y ajapk(zj,z1) = Aa.xAa,xk(2,9) = Aax (fax)
k=1

for a € RV, and X C ©Q Then by the equality Eq. (3) we have Aa,x = 0 as a functional
on H. Here we use that the functionals in L are restricted to functions in H. Note that
we do not get a = 0, neither do we need that. ]

Theorem 1.8. The mapping R : X\ x — fa,x = Ao x (k(-,y)) is linear and bijective
from L onto H. Thus

(fa.x, foy)H = (Ao X, Ao v)L
= (R(Aa,x), Ry )y

is an inner product on H. R acts as the Riesz map.

12
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PROOF. Linearity is obvious. If a fy = R(\py) € H vanishes, the definition of (-,-)r,
implies that A,y is orthogonal to all of L.. Due to Theorem 1.7 it is zero. Thus we have
bijectivity. The Riesz property is present in the definition of (-,-)z, since

Ao, X (fo,y) = (Ao, x5 Apy)L
= (fa,x> Joy)H
= (R(A\a,x), foy)u

When we specialize the bilinear form (-, )1, to A4, i.e. one point z € 2, with a =1, we
observe:

Joy (®) = 02(fo,y) = Ma(foy)
= (M, \y)L
= (R(Mz), Ry ))m
= (R(M2), foy)m
= (k(z, ), foy)u-

In other words, for all f € H,z € €2 we have

which is the very useful so-called reproduction equation to obtain for values of functions
from the inner product. Furthermore, for f = Ay, = A,y it follows

k(z,y) = (k(z,), k(y, ) o

We can now observe for all f € H,z € Q.

02 (F) = 1f(@)] = [(f, k(2 ) ml < N flalk@@, o =1 flay k),

and
k(z,y) = (k(z,-),k(y,))u = (0, 6y) 1, for all x,y € Q.

Furthermore, we have the identity

102 = 0ylI7 = 1102117 — 2(32. 8y} + 11,117
= k(z,x) — 2k(z,y) + k(y,y) for all =,y € Q.

With that, we can derive a notion of distance on 2 via

di(z,y) = dist(z,y) = [|0, — §,]|3 = \/k:(x,x) —2k(z,y) + k(y,y) for z,y € Q. (5)

13
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‘We see now

[f (@) = FW)| < | fllzlld = byl = I f]|a dist(z,y) for all z,y € Q, f € H,

so all functions in H are continuous in this special distance.

Let us remember what we do know for H, it is an inner product space of functions
on 2 with the inner product (-,-), as long as k is a symmetric positive semi-definite
kernel on 2. We now can use classical Hilbert space arguments and go to the closure
‘H of H under (-,-)y. This is similar to the transition from rational numbers to real
numbers. The closure H is, at first, an abstract space defined by equivalence classes of
Cauchy sequences in H, but it is complete space and therefore we have a Hilbert space.
Furthermore, each continuous map from H to a Banach space Y extends uniquely to the
closure.

Theorem 1.9. Each symmetric positive definite kernel k on a set ) is the reproducing
kernel of a Hilbert space called the native space H = N, of the kernel. This Hilbert

space is unique and it is a space of functions on 2. The kernel k is a reproducing
kernel of Ny fulfilling

(f,k(z, Yg = f(z) forallzeQ,feNk. (6)

PRrROOF. The existence of the native space follows from standard Hilbert space arguments,
see e.g. chapter 11 from the lecture notes of Schaback | -

In the reproduction equation (4)

f(x) = <f7 k:(.CL‘, )>H7

both sides continuously depend on f € H. Therefore the equation carries over to the
closure, i.e. the native space, which proves the reproduction formula (6) in the theorem.
The equation explains how an abstract element f of the native space can be interpreted
as a function, namely the left hand side (f, k(x,-))y defines the right hand side f(z).

If k is a reproducing kernel in a possibly different Hilbert space T with an analogous
reproduction equation, we observe

<k($a ')7 k(ya )>H = k(w,y) = <k’(:17, ')7 k(% )>T

This shows that the inner products of 7' and N}, coincide on H. Since T is a Hilbert space,
it must contain the closure N of H as a closed subspace. If T' were to be larger than
Nk, there must be a non-zero element f € T that is orthogonal to N} and in particular
orthogonal to H. We observe

f(x)=(f,k(z,"))r =0 foralxeQ,

which is a contradiction to f # 0. n

14
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Note that usually the Hilbert space closure of an inner product space is much "larger"
than the pre-Hilbert space.

Let us look again at the point evaluation functionals
0 : Nk = R, f = f(x) for all f € N,z € Q.

The dual space N} of the native space N}, is again a Hilbert space, which is isometrically
isomorphic to N}, via the Riesz map

R : N;: — N
M) = (. ROV, for all f € Nio A € A7
D0 e = (RO, B2 for all A € AT

The reproduction equation tells us that
8:(f) = (f k(z,))n;, forall f e N,z eQ (7)

and we directly observe that k(z,-) is the Riesz representer R(d;) of d, in Ny, which
gives

<6$75y>_/\[]: = (R(6z), R(6y)) N, = (k(z,-), k(y, ))n, = k(z,y) for all z,y € Q.
So what we observed for the pre-Hilbert space H holds for the native Hilbert space as

well.

Same goes for
102 ()l = k() llag, = /K2, ) for all 2 € Q

and we have the extended reproduction property
M) = (f, \k(z, ), for all f e N, A e Nf,
so that \k(z,-) is the Riesz representer of A.

1.1.2. Reproducing Kernel Hilbert Space

Definition 1.10 (Reproducing Kernel Hilbert Space). A Hilbert space H of
functions on a set Q with inner product (-, ), is called a reproducing kernel Hilbert
space (RKHS), if there is a kernel function

kE:Q—R

with
k(xz,-) e H

for all x € 2 and the reproduction property

f(z)=(f k(z,"))y forall z € Q, f € H. (8)

15
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This directly implies

k‘(y,.’L‘) = <k(y7 ')7 k(xv )>7—l = <'I€(‘T’ ')7 k(xv )>7—l = k(x7y) for all z,y € Q.

This alone gives us positive semi-definiteness. To see that, take any X = {z1,..., 2y} C Q
and a € RV:
N N
Z ajakk(xj,xk Z .’L'], 7k(xk7')>7-l
Jik=1 k=
N N
~ (Y asklay . o)
Jj=1 =1 H
2

H

Now we aim for theorem 9 in the other direction.

Theorem 1.11. Fach Hilbert space H of real valued functions on some set €0 with
continuous point evaluation functionals

0y : H—= R, fr f(x) forall f € H,x € Q.

is a reproducing kernel Hilbert space (RKHS) with a positive definite kernel k :
Q x Q — R. The kernel is uniquely defined by providing the Riesz representer of the
point evaluation functionals as in Eq. (7).

PrRoOOF. Under the given hypothesis, there must be a Riesz representer of d,. By the
definition of the Riesz map it takes the form k(x,-) € H satisfying the reproduction
equation. In other words, any such Hilbert space has a symmetric positive semi-definite
reproducing kernel. The final statement follows from Theorem 1.9, because both the
native space and H are Hilbert spaces that contain all k(z, -). ]

Now to collect some properties

16
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Theorem 1.12. If a Hilbert (sub-)space of functions on Q has a finite orthonormal
basis (ONB) vy, ...,vnN the reproducing kernel is

N
kn(z,-) = Zvj(x)vj(-) for all x € Q.
j=1

In case of a subspace we have

N
Z |Uj($)‘2 =kn(z,z) < k(xz,x) for all z € .
j=1

PROOF. The kernel, no matter what it is, must have a representation in the orthonormal
basis as

For the subspace consider

]{:N(SU, $) = <k:N(xa ‘)7 kN(xv )>7‘l

With Cauchy-Schwarz we get then

kn(z,x) < \/k‘N(x,x)\/k:(x,x) for all x € Q. -

Note that for increasing N the functions vy must get small. Which is a bit surprising,
since their normalization in the ONB is independent of N. But consider the case where
the Hilbert space norm includes derivatives, which has an effect on the normalization,
namely that basis functions with sharp spikes tend to be small in the function values.

This observation gives a hint that not all ONB would give an RKHS. Clearly, those where

the expansion in H does only converge in the Hilbert space norm but not pointwise would
not have continuous point evaluation functionals.

1.1.3. Mercer kernels
But, we saw the kernels of Mercer form

el

17
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with the summability condition Eq. (1)
x) = Z)\Z«pi(m)Q < 0. (10)
i€l

Then we can observe in the expansion

[f(@)] = D _(Fr pilmei(@)
iel

< U eidnllei(@)]

el

|f7902 'H’

A2
< zW S @2 )

icl el

We have boundedness of the point evaluation in the subspace

Hy = {fe”H‘llflli :=ZW*<oo}.

icl Ai

This space has a norm that arises from the inner product

<f79>>\ — Z <f> ¢Z>H<g7 901>7'l for all f,g € H,y.

el Ai

We now define the Mercer kernel according to Eq. (9) and check if all f, := k(z,-) are in
H. We observe for the expansion coefficients

(fos pi)u = Nipi()
and get f, € Hy due to the summability condition
Z <f1'7 ()0'1 Z )\/LQOZ
i€l Ai i€l

Further, each f € H, satisfies the reproduction equation

(F. ki ) = 3 L2l ), il

el )‘i

s Pi)HAPi
:Z<f<p>y %

el g
=f(A)

for all x € Q). The Mercer kernel is therefore reproducing in spHy.

This proves

18
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Theorem 1.13. If a Hilbert space of functions on  has a countable orthonormal
basis {¢;}icr, each summability property of the form Eq. (10) leads to a reproducing
Mercer kernel Eq. (9) for a suitable subspace of functions with continuous point
evaluation.

We add without proof that spaces such as H) are always complete because they are
isometrically isomorphic to some Hilbert space of weighted sequences, see e.g. chapter 11
from the lecture notes of Schaback | ]

Corollary 1.14. The spaces H)y defined above are the native spaces for the corre-
sponding Mercer kernels.

Example. Consider trigonometric polynomials, i.e. the orthonormal functions

cos(nx),sin(nz), neN

w=— [ fogtar

giving the space of 2m-periodic square integrable functions.

1
\/i’

and the inner product

We write I := (0,0 U (N, 0) U (0,N)) and
NG i = (0,0)
¢i(x) = cos(nx) 1= (n,0),n>1.
sin(nz) i=(0,n),n>1

Since all functions are uniformly bounded, the summability condition does hold when
the weights are summable. Fixing some m > 1 we define

M(z) = {1 i=(0,0)

n=2m  otherwise

and get the Mercer kernel:

kom(z,y) = — + Z n~ " (cos(nx) cos(ny) + sin(nx) sin(ny))

—+Zn cos(n(x —y)).

These are kernels for the Sobolev space of 2m-periodic functions.

As already mentioned, Mercer kernels arise from integral operators.
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Definition 1.15. Let k£ : Q x 2 — R be continuous, 2 be a compact domain, v be a
Borel measure and L5(€2) be the Hilbert space of square integrable functions on .
We define the integral operator T : L5 (2) — L5(S2) by

@) () = [ k@) (@) dv

We call k the kernel of T}.

T}, is often called a Hilbert-Schmidt-Integraloperator.

One knows from functional analysis, that for a Mercer kernel the corresponding T} is a
self-adjoint, positive semidefinite, compact operator and the spectral theorem applies,
i.e. a complete orthonormal system of eigenfunctions of T} exists for L5(Q2) and the
eigenvalues \; of T}, are nonnegative with A\; — 0 for ¢ — co. In other words, one can
show that

o0
k(z,y) =) Xidi(2)¢i(y)
i=1
for positive semidefinite operators T}.
Theorem 1.16 (Mercer’s theorem). Let Q be a compact domain, v a Borel mea-

sure on 2, and k : 0 x Q symmetric and continuous. The corresponding integral
operator Ty, shall be positive semidefinite, i.e.

| kews@ie =0 for al f € L®.

Let \; be the i-th eigenvalue of Ty, and {¢;}i>1 the corresponding and normalized
etgenfunctions. It then holds

k(z,y) = Z i+ ¢i(x)di(y)  for all x,y € Q,
=1

where the convergence is absolute (for each z,y € Q x Q) and uniform (on Q x Q).

In particular the eigenvalues are absolutely summable.

PROOF. A proof is given in | | for Q = [0, 1] and the Lebesgue measure, but the
proof is valid for this more general situation. =

Remark. Continuity of the kernel is essential, otherwise e.g. k(z,x) could have any value
without relation to the eigenvalues.

We give here a simplified version of the Mercer’s theorem, which fits for the machine
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learning setting, where the proof is made without too much functional analysis.

Theorem 1.17. Let Q C R? be compact and k be a continuous and symmetric kernel.
Let the corresponding integral operator Ty, be positive semidefinite:

| k@) f@) i) dedy >0 for all f € Lo(@),

Then we can expand k(x,y) in a uniformly convergent series (on  x Q) in terms of
functions ¢;, satisfying (s, ;) = dij, as

k(z,y) =D ¢i(2)di(y)-
i=1

Furthermore, the series
o
2
> lleallz,
i=1
18 convergent.

PROOF. Assume there is a finite set {x1,...,zn} so that the corresponding kernel matrix
is not positive semidefinite. Let g be such that

N

Z qiqjk(xi,xj) =e<0.
Q=1

Now let

o = i a &X - :
i=1 2 20

(2mo)2

We have f, € Ly, and additionally

hII?(l) k(x>y)fa($)fa(y) dzdy =e.
=0 JOxQ

But then for some o > 0 the integral will be less than 0, which contradicts the positivity
of the integral operator Ty. Therefore, we have a Mercer kernel.

Now consider the native space N} of k. For continuous k and Q C R, one can show that
N is separable and in particular there exists a countable orthonormal basis of N}, called
¢i, 1 = 1,.... The technical proof of the separability is being omitted here. Then we
have an expansion in the orthonormal basis for k(z, ), namely

e}

k(z,y) =) (k(z,), ¢i(-))di(y)

i=1

= i di(x)di(y)
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with the required properties. Finally, we observe
grgog 6312, = lﬁn;og [ iyt o
= nlggo/ﬂéébi(x)@@) dz
= /th_{goﬁ@(w)@(x) dz < o0,

where we use the compactness of €. [

Therefore, we can write
K(z,y) =Y ¢i(2)¢i(y) = (D(x), ®(y))s,-
i=1

Or, any Hilbert space H with a countable orthonormal basis allows such a feature map
since it is isomorphic to £s.

1.2. Function Approximation

Kernels for subspaces

We aim to work with a finite number of trial functions k(z,-) or data points {x;}5°, and
represent functions in ‘H by functions given as finite linear combinations.

Let us fix a non-empty subset X C € and look at the closed subspace of finite linear
combination

Hx =span{k(z,-) |z € X} CH.

Generally, any close subspace Hg of H is a Hilbert space of functions on 2 with its own
reproducing kernel ky. With the projector Iy : H — Hg we get

Theorem 1.18. Let Hg be a closed subspace of H with reproducing kernel ko and let
Ily : H — Ho be the projector onto Hg. The subspace kernel is

ko(a}, ) = HO(k('r7 ))

for all x € Q). The reproducing kernel for the orthogonal complement 'H& is k — kg.
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PRrOOF. The identity on H can be decomposed into the orthogonal projections
I =T+ (I —1II) = Tlp + 1.

Thus:
@) = (Mo f)(@) + (T3 £) ().

Inserting into Eq. (6) gives:

f(x) ={f, K(z,"))n
= (Ilof + I f, ok(z, -) + g k(z, ))n
= (Lo f, Mok(z, )3 + My £, Mg k(, ) u.

With f € Ho or f € Hg both results follow. n

Remark. Orthogonal space decompositions correspond to additive kernel decompositions
using the appropriate projectors.

Now back to the finite point set X.

Theorem 1.19. Let X C Q be non-empty. For the closed subspace

Hx =span{k(z,-) |z € X}

it holds that
Hx = {f | f €M, f(X)={0}}.

Proor. If f(X) = {0}, then f € H% by Eq. (6), and the converse holds analogously. m

Now take the projector IIx from H to Hx and denote

fx =1x(f).

Standard results from Hilbert space theory give us
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Theorem 1.20. Fach function f € H has an orthogonal decomposition

f=1Ffx+fxe

with fx € Hx and fxi € Hxi. In particular, each f € H has an interpolant
fx € Hx recovering the values of f on X. Additionally,

_ — inf - 11
If = fxlln gg;{XHf gllu (11)
and
= inf = inf — v 12
Ml = 8 1= 8 17 el (12
g€

due to the orthogonality of the decomposition.

The results Eq. (11) and Eq. (12) are two important optimality principles, which we
state again separately.

Corollary 1.21. The interpolant fx € Hx to a function f on X is at the same time
the best approximation to f from all functions in Hx.

Corollary 1.22. The interpolant fx € Hx to a function f on X minimizes the norm
under all interpolants from the full space H.

With fp =0, f(j- = f,and Hy = {0} and HQL = H for completeness, we easily see
Corollary 1.23. For all sets X CY C Q and all f € H we have

I fxllae < fyllm < [Iflln

and

[fll = W = fxllw = I = Frlln

Power function

The power function will allow us the analyze errors and stability.

We consider now only f = k(z,-) for a fixed = € Q.
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Definition 1.24. The function
Px(z) = ||k(z,-) —kx(z,)[lsx z€Q

is called power function with respect to the set X and the kernel k.

A different definition goes with the error functional

ez x [ = f(x) — (Ix (f))(2).

which is in H* and the power function is defined as

Px(x) = ||z, x|n forall z € Q.

Theorem 1.25. The two definitions for the power function are equivalent. Further-
more, the power function has the properties

1. Px(x) =0 forallx € X,

2. Py(x)? = k(x,z) for all v € Q,

3. Po(z) =0 for allx € Q,

4. 0=Pq < Py(z) < Px(z) < Py(z) forallz € Q, X CY CQ,
9. Px(xz) = infgepy [|k(z,-) — glln,

6. Px(x) = supsey | fil<1 |f ()] for all x € Q,
f(x)={0}

and finally the important error bound

forallz e Q, feH.

PROOF. Due to (€, x, €z x)n* = (R(ex,x), R(€z,x))2 we have to show that the Riesz
representer of 0, o Ilx is k(x,-)x. We see that it follows from the representer properties
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and various orthogonalities

(fs R(6z o Ilx))y = 05 o ILx (f)
= fx(z)
= (fx,k(x,))n
= (fx,kx(z,") + kxi(z,))n
= (fx, kx(z,-))n
=(f = fxr kx(z,))n
= (fikx(z,))n.

The first five listed properties are easily derived from Definition 1.24 and the previous

results.

With the error representation

f(x) = fx(2) = fx.(2)
= <fXJ-7k($7 )>H
= <fXJ-ak(:L'v ) - kX($a )>7—[

the error bound follows.

For the sixth property, we see from the first inequality of the error bound that

Px(xz)> sup |fxi(x)]
[[/xr]|<t

and equality must hold for the representation of €, x.
Remark. Consider the subspace

Hx =span{d, | x € X'}

of the dual space. Then the fifth property can be equivalently be given as
Px(z) = /\g?l{f;( |0z — M|z for all z € Q.

(13)

It indicates how well the point evaluation functional §, can be approximated by arbitrary

linear combinations of the point evaluation functionals ¢,/ for points 2’ € X.

Interpolate on finite sets

We now restrict ourselves to finite sets X = {z1,...,zx} C Q. For each f € H we can

write

N
j=1
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with aj € R.

We know that fx interpolates f on X, therefore we get a (non-unique in general) solution
a € RV of the interpolation problem

N
Z $],$k fk: 1Sk§N7

with fi = f(zk).

The coefficients a;; might not be unique since we do not assume that the kernels k(z;, -)
are linearly independent.

With f(z) = k(x,-) we get that for every x € Q
N
k(z,xy) Z k(xzj,xr), 1<k<N.

has a solution u;(z) as a function on 2.

Additionally, it holds for all z, z € Q

Z“J k(zj,z), (14)

i.e. the interpolant of k(z,-) on X.
In case of non-singularity of the kernel matrix we have
uj(zr) = Ojk,

and we have a Lagrange basis.

Together
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Theorem 1.26. For every x € €}

k(x,zk) Zuj :Uj,a:k 1<k<N.

has a solution u;(x) as a function on Q.

It holds the generalization of the Lagrange formulation of interpolation

N
= u;(z)f(z;)
j=1

This is also called quasi-interpolation.

PROOF.

k=1

Eq. (14) N N

= > aw ) ui(Vk(aj, )
k=1 j:l
N

= Z Zakszyxk
J=1
N

= D> () f(z)
7j=1

This proves what was to be shown.

Back to f = k(z,-) for a fixed x € Q we get with Eq. (14) the following.

Theorem 1.27. The power function has the explicit representation

N N N
P (x) = k(z, ) =2 uj(@)k(e,z) + D > uj(w)ug(@)k(z;, zx)
=1

J= J=1k=1
= k(z,2) — kx(z,)(x)

28
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PROOF.
PY(z) = (k(z,) = k(z,)x, k(z,") — k(z,)x)u
o (12 N N
LY haw) — 20k ), Y @)k )+ 30wy ()k(a, x)
j=1 j=1k=1
N N N
= k(z,x)— 2Zu](x)k(a:7x]) + Z Z uj(z)ug(x)k(x;, xk)
=1 j=1k=1

Now as we can use Eq. (15)
N
k(a,zx) = D uj(2)k(z), o)
j=1

in the third term, it cancels out once with the second term. Using Eq. (14) once more
we identify the remaining terms with

k(z,x) — kx(z,)(x). -

Best linear estimation

Now come to a third optimality property. We will see in what kind of sense it is the best
linear predictor/estimator.

As just seen
N
fx(@) =) uj(x) f(zy)
j=1
is the interpolant on the set X.

Now let us consider completely arbitrary estimation formulas
N
(2, ) = Y _vj(a) f(x;)
j=1

with no assumption on v;(x). These representations are linear in f. For fixed = we get
the error functional

N N
e flx)— Zv](x)f(a:]) = (&U — Zvj(a:)csxj) (f)-
j=1 j=1
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We want to have the estimation to be optimal over all f € H, therefore we chose the
vj(z) to minimize

N
Vx () = ||z — Z vj(:c)émj
j=1 H*
By the equivalent formulation of the error function Eq. (13), as remarked after 77, we
know the solution, namely the functions u; and the optimal error in the worst case sense
is described by the power function.

Theorem 1.28. In the above worse case sense, kernel based interpolation yields the
best linear predictor of unknown function values f(x) from known functions values
f(z;) at points x;, 1 < j < N.

This is in particular relevant when the kernel comes from a covariance, i.e.
k(s,t) == Cov(Xs, Xt),

where for every ¢t € Q we have a random variable X; with finite second moments.
Therefore, two data inputs from {2 are very similar if they are closely correlated, if they
have very similar features, or the feature map kernel k(z,y) = (®(z), ®(y)) has large
positive value.

Now consider random variables X; with mean zero and bounded variance. In this case
the numerical estimation technique we introduced so far is called (simple) Kriging and
V2, can be seen to be the variance of the prediction error.

We define the error of the general linear predictor at x by

N
€x X = Xg — Z v;(2) Xy,
i=1

and we aim to minimize the variance of the prediction error. It has zero mean and the
variance is

N
E (eg,X,v) = Cov(Xy, Xz) — 2 Z vj(z) Cov(Xy, Xu))
j=1
N N
+ 33 vi(@)or(x) Cov(Xa;, Xay)
j=1k=1
Because
Cov(X,X) = k(z,x)
and
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this yields:
E (63?,X7’U) - V)zf,v'

(Simple) Kriging is the best linear unbiased estimator under suitable assumptions.

Power function and stability

A kind of uncertainty principle holds:

It is impossible to make the power function and the condition of the kernel matriz small
at the same time.

We express now the power function via the kernel matrix to analyse this effect. Besides
the set X = {x1,..., 2N} we now take another point =g := x and we set up(-) == —1. We
define
A = k(zi, xk)o<i j<N
and
w = (up(x),u1(x),...,un(x))".

Now look at the quadratic form (and remember k(zg, zo) = k(x,x)):

N N
u” Au = Z Z w;(z)ug(2)k(xj, xp)
=0 k=0
N N N
= k(x,x) =2 uj(@)k(z, ;) + Y > uj(@)ug(@)k(z, xx)
=1 J=1k=1
Theorem 1.27
= P)Q((a;)

A is symmetric and positive semidefinite, therefore has N 4+ 1 nonnegative real eigenvalues
Ao > A1 > ... > Ay > 0 and we obtain

N
Pg((x) Z )\N (1 + Zuj(x)Q) Z )\N,
j=1

where we can use
AN [lullz < u” Au < Aoflulf3-

We eliminate the special role of the point  and obtain the following;:

Theorem 1.29. The kernel matrix for N points x1,...,zNx forming a set X has a
smallest eigenvalue A bounded from above by

AS min Bayg}(e;)-
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This gives us information about the condition of the kernel matrix. In situations where
the power function is still small after one point is left out, the kernel matrix must be
ill-conditioned.

Consider from Theorem 1.25:

[f(x) = fx(@)] < Px (@) fllu,

which splits the error into two independent factors for f and X. Both depend on k, one
measures by the norm of f the smoothness of the function and the other measures the
quality of the point set. The optimality property of the power function is

Px(z) = )\iEI%-{* |02 — Al|gx for all x € Q
X

and it allows upper bounds of the above error.
We want to bound the data dependent part, where we know f — fx is zero on X.

Assume for now, that any directional derivative of both f and fx is bounded by some
constant C. Then we can write

[f (@) = fx(@)| < |f(z5) = fx ()] + 20|z — 2]l

if the line connecting x and x; € X is in ) and if we integrate the directional derivatives
along the line. Using the following definition this observation results in a first simple
bound.

Definition 1.30. The fill distance of a set of points X C € for a bounded domain (2
is defined to be

X0 igglggNHx T2

In words this definition can be interpreted as
e any point x € () has a point x; € X not farther away then hy o,

e hxq denotes the radius of the largest ball that is completely in 2 and does not
contain a data location,

e hx g describes the size of the largest data-free hole ).

If Q is convex, we get the simple error bound

If = fxllooo <2Chx
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where we still need to have control over C, e.g. in terms of a norm for f.

More generally, one can use bounds such as

[flloo,0 < F(hxo)lflw + Cll flloo,x

with F'(h) — 0 for h — 0 and f in some function space W with a semi-norm |f|yy. This
is a form of a so-called sampling inequality.

When f and fx are in W we can write

If = fxlloo,o < F(hxo)lf — fxlw +C |If = fxlloo,x
—_—
=0 for interpolation

< F(hxo)(Iflw + [fxIw)

| fx|w will depend on X and thus on hx g, but usually one has a stability bound such
as

|fxIw < Clflw,
with C' independent of X, e.g. similar to Corollary 1.23. Then

If = fxlloo,0 < (14 C)F(hx )l flw-

This works also for general function spaces, it is not restricted to our native Hilbert
spaces.

Other simple bounds can be obtained from Theorem 1.25, where we had

Px(z) = sup f(x).
fer | flln<t
fF(x)={0}

If for two kernels k1, ko with native spaces H1, Ho, we have an inclusion

f € Ha, HfHH1 <1l = f € Ha, HfH'H2 <1,

then
Py, () < Px () for all x € Q.

Roughly speaking, larger native spaces in the sense of unit ball inclusion lead to larger
power functions.

Other simple upper bound are based on the optimality properties. We essentially will be
using some coefficients v € R instead of the optimal u* from Theorems 1.26 and 1.27.
Therefore

wi(@)up(@)k(zy, @), (17)

1

N N
Pi(z) < k(z,z) — 2Zuj(az)k:(xj,x) +
j=1 k=

s
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In the simplest case we use a nearest neighbor construction. Assume that for each x € Q
we pick a single x;(,y € X and define:

1 j=ix)
uj(w) = {O else ‘
Then
P () < k(z,2) — 2k(3;(0), ) + k(Ti(z)s Ti(a))
= dy, (w, %’(x)>2
with the distance d(-,-) defined as in Eq. (5)
di : Q x Q — [0, 0],
di(x,y) = \[k(z,2) + k(y, ) — 2Kk(z. ).

Therefore, one should pick z;,) € X closest to x in that distance.

Theorem 1.31. If K is positive semidefinite, the power function on nonempty sets
X of interpolation points satisfies

Px(z) < mil)l( di(z, xj)

T;E€

with the distance defined in Eq. (5).

For this results the smoothness of K or the structure on €2 did not play a role.

If we are in R%, we can use barycentric coordinates, i.e. = lies in a simplex with vertices
consisting of the d + 1 nearest z;. That way one can locally recover linear functions.
With some further properties of barycentric coordinates it holds for twice differentiable
functions f

Py (x) < Ce(a)?,

where () is the diameter of the simplex.

In general we want some quantity E(x,h) that is small if z is surrounded by enough
well-placed points of X. The general idea is to provide local error bounds, which are
similar enough so that a similar global error bound follows from the local ones under
suitable assumptions.

Let us consider what we would need for a good bound on the power function. Assume

we can prove

Px(z) < CE(z,h)
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for all data sets X with fill distance at most h. This implies
Zu (@) < CE(,h)||fln, Vf€H,zeQ

for the Lagrange-type basis u; associated to the kernel £ and data set X.

Now simplify Eq. (17) by introducing the error operator

N
EY(f(y) = f(z) = Y_u;(a)f(z))
j=1
to get
N N
PY(w) < k(w,2) =23 uj(@)k(z, @) + Y wj(x)u(@)k(z), o) (18)
=1 j k=1
N M N
= k(z,x) = > uj(@)k(zg, o) + Y uj(z) (Z up(@)k(zj, xr) — k(2j, )> (19)
J=1 j=1 k=1
N
= EZk(z,x) Z uj(x)Ezk(z, x;) (20)
=1
= EgE;k(z,x)]. (21)
One technique is to use a bound of the form
[EX(f )] = [f(= Zua f(@j)] < eap(R)|LS]] (22)

with some linear differential operator L with values on some normed space. We then can
bound the power function by

P%(z) < |BYE;k(z, )| (23)
< ex k(M) [ LY EZk(y, 2)| (24)
< e n(WIILYIL Ky, 2) (25)

assuming the final expression makes sense.

Elementary univariate Case Consider a compact interval 2 = [a, b] and a finite subset
X ={z1,...,zn} C Q. Fix z € [a, ] and select a "local" subset

Xy ={z;€X|jeN(z)c{1,...,N}

of points of X that are "sufficiently many" and "well-placed".
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We fix k € N and work locally with polynomials of order at most k. The simplest idea
would be to pick the k closest neighbors to « within X and to perform local Lagrange
interpolation by some polynomial px of order at most k at these points. We can take
the error formula for interpolation in Newton form assigns

f@W) —pe(y) =, Xa|f [ (w—=;) forallye[a,b]
T;€EXy

where [y, X,|f os tje divided difference on the points of X, U {y} applied to f. If we
assume f to be continuously k-times differentiable. we get the local error bound

1f(y) — pa(y)] < W IT 1z ==l

ijng

This is of the form Eq. (22), if we use the fact that
1. the 1st NN to z is at distance of at most h
2. the 2nd NN to z is at distance of at most 3h
3. the 3rd NN to z is at distance of at most 5h
4. ...

5. the k-th NN to z is distance of at most (2k — 1)h

and thus (28
leading to
B2 <001

Why do we look at polynomials ?

Consider the univariate case, with f € C*. At a point g € R we have the Tayolor
polynomial

(x — x0)’

B "il F0) (z
j=0
and we have for |z — xg| < h the local approximation error

(k)
(@)~ (@) = L g < on
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with ¢ between x and xg. This local approximation roder is inherited by every approxi-
mation process that recovers polynomials at least locally.

Now we use a univariate kernel k£ that has k& continuous and independent derivatives with
respect to both variables. Then we can use (25) to get

ok ok
92k ayk

2
P2a) < (1 W) sup  sup k(=)

28(k1)? ) a<z<ba<y<p

which gives

Theorem 1.32. Assume a positive semi-definite kernel k on [a,b] X [a,b] that is
k-times continuously and independently differentiable with respect to both arguments.
Then, with the constant

: 2k (k!)2 agng agygb Ozk Oyk Y

for every point set X C [a,b] consisting of at least k points and with fill distance at
most h, the power function can be bounded as

Px(z) < Cyxh*  for all z € Q.

As seen for one dimension based on Taylor, if we have local polynomials reproduction,
we can use polynomial approximation properties to get general approximation bounds.

Definition 1.33. A compact domain Q € R% allows uniformly stable local polynomial
reproduction of order [ > 1, if there are positive constants hg, ¢1, and ¢y such that
for all finite sets X = {x1,...,2n} C Q with fill distance hx o < hg there are scalars
ui(x),...,un(z) such that

1. Z;V:l uj(x)p(xj) = p(x) for all polynomials p € Pg, z €,

2. Y3 uj(2)] < e

3. uj(z) =0 if |z — z4]l2 > e2hx q-

Observe [tem 1 is the polynomial precision, Item 2 is needed to control the growth of the
error estimates, where the left hand side is known as the Lebesgue constant at x, and
[tem 3 shows that the scheme is local.

We now aim for an error estimate in terms of the fill distance. For that we focus on
positive definite kernels from now on.
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It will be useful to view the power function as a function of the coeflicients of fx. With
that in mind we can observe:

Theorem 1.34. Let Q C R? and let k : @ x Q — R be a positive definite kernel on RY.
Let X be a set of N distinct points on Q and define the quadratic form Q : RN — R
for any x € Q (see also Theorem 1.27):

N N N
Q(u) = k(z,x) — 2 Z ujk(z,z;) + Z Z uiujk(x;, xj).
j=1 i=1j=1
The minimum of Q(u) is given for the vector u*(x) from Theorem 1.26:

Q(u*(z)) < Q(u) for all u € RV,

Proor. With b = [k(z1,),...,k(zn,-)]" and A;; = k(z4,25), 4,5 =1,..., N we have
Qu) = k(z,z) — 2b" (x)u + u” Au.
The minimum of this quadratic form is the solution of the lnear equation system
Au = b(z),
which is fulfilled by u = u*(z). (]
For the following analysis we need the local existence of suitable coefficients vectors u

for local polynomial reconstruction, which do exists for domains fulfilling the following
condition.

Definition 1.35. A region Q C R? satisfies an interior cone condition if there exists
an angle © € (0, %) and a radius r such that for every = € Q there exists a unit vector
&(z) such that the cone

C = {w + \y ) y € RY, lyllz = 1,y"&(x) > cos O, \ € [0,7“]}

is contained in 2.

Note that an €} which satisfies this condition contains balls of a controllable radius, see

[ J-

Theorem 1.36. Assume Q € R% is bounded and satisfies an interior cone condition
with agle © € (0,%) and radius r. Fiz the nonnegative integer £. Then Q allows
uniformly stable local polynomial reproduction with positive constants hg, ¢ and c
depending only on ,0,r.
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Figure 1.6.: For the left domain the interior cone condition holds on the whole boundary,
for the right not in the point p, where the only possible interior cone is a
line.

PROOF. See | ]. ]

We now will use multi-index notation and a multivariate Taylor expansion. For § =
(B, ..., Ba)" € NJ we define the differential operator

BIE

DP = .
(Dy)P1 .. (Dy)P

The notation Dé)k(x, -) indicates that the operator is applied to k(z,-) viewed as a
function of the second variable. The multivariate Taylor expansion of k(x,-) centered at
T is

DP k(z,x)
|Bl<2k )
with remainder 5
Doy k(z, &z y)
R(x,y) = Z %(?J —ﬂf)ﬂ,
|B|=2k ’

where &; , lies on the line connecting x and y.

With that we can formulate an error estimate in terms of the fill distance.
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Theorem 1.37. Assume Q C R? is bounded, and satisfies an interior cone condition.
Suppose K € C?*(Q x Q) is symmetric positive definite. Denote by fx the interpolant
to f € Ng(Q) on the set X. Then there exists positive constants hy and C' (independent
of z, f and K ) such that

|f(x) = fx(@)| < Chk 01/ Cr(@)lI fllnzo)

provided that hx o < Chgy. Here

Dé)k(l‘,y)‘ .

Ck(z) = max max
|B|=2k z,y€QNB(z,c2hx,)

Proor. We know from Theorem 1.25

[f(2) = fx(@)] < Px (@) fllxs0)-

We aim for a bound for the power function in terms of the fill distance
Py (2) < Cl gy/Ch(@).

Px(z)* = Q(u*(x))

and that Q(u) is minimized by v = u*(z), i.e. any other coefficient vector will result in an
upper bound using the Theorem 1.34. With @(z) from Theorem 1.36 we have polynomial
precision of degree ¢ > 2k — 1. For the u(x) we see (hereafter abbreviating by writing @
for a(x))

So far we know

Px(z)* < Q(a)
N

N
= /ﬂ(:(}, QS‘) —2 Zﬂjk($,$j) - 22 ﬂfjk(xi,ajj)
7=1 i=1j=1

where many ; will be zero. We now apply the Taylor expansion centered at x to k(z,-)
and centered at z; to k(x;,-) and evaluate both at x;:

D? k T,x
Q@) = k(z,z) —2) 4 [ > (2)6(,)(%' —w)’B+R(x,ij)]
J |8]<2k ’
Dﬁ k Ti, Ty
+D D i, [ > (2)5(,)(%‘ —$i)B+R($z’,xj)]
i g |B|<2k )

With the notation }_; and >, we point out that we only sum over the indices where @;
and ; are respectively nonzero.
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Next we identify p(z) = (z — z)? so that p(z) = 0 unless 8 = 0. With the polynomial
precision property of @ this simplifies Q(@) to

Q(a) = k(z,z) — 22% , )
DYy k(s, i
+ZuZ Z ﬁ(;'v =) (x — ;) +ZZu,u] xl,x]
) |B]<2k

Now we apply Taylor again and observe that when evaluating at x

Z (Q)T(»’U - %’)B = k(x;,x) — R(x;, x).

18]<2k

Inserting this into the above gives
Q(ﬂ) = _k($7$) _Zﬂj 2R(:Ea$j) —ZazR(ZE@,ZL‘])
—i—z:uZ (xi,x) — R(x4,x)) .

Using Taylor once more shows:

k(xi,x) = k(z, z;)

D’ k(x,z)
= Z (Q)T(xi—x)ﬁ—l—]%(x,xi).

|8|<2k

Inserting this with observing
Zul xi,x) = k(x,z) —|—Zul (x,x;)

as above using the polynomial precision property:
Zuj :1:33] )+ R( x], ZUZ ml,azj
The polynomial reproduction Definition 1.33 gives [a;| < 1.
We know for @; # 0 that ||z — zj[|2 < cahx o and also get ||z; — zj)2 < 2c2hx o if
U; # 0, @; # 0. Therefore all three remainder terms can be bounded by an expression

C’hgﬁQCk(m), where the interior cone condition ensures that the ball remains inside.
Combining these and taking the square root gives the bound for the power function. m

The theorem says, that interpolation with a C?® smooth kernel k has approximation
order s, if f is in the corresponding native space. For infinitely smooth positive definite
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kernels such as the Gaussian or the (generalized) inverse multiquadrics the approximation
order is arbitrarily high.

This is still a generic estimate, the factor Ci(x) depends on k, and for many kernel
functions it is possible to get additional powers of h out of C.

1.2.1. Generalized Interpolation

So far we dealt with point evaluation functionals, but we want to also consider more
general functionals. In particular

o derivation A(f) = if(&)a

o integration A\(f) = [, f(z) dz.

We consider a subset A C H* of the dual that generalizes the role of the point set X
and the associated point evaluation functionals d,. One can say that we now consider
interpolation using the data A\(f) for all A € A. The construction from functional analysis
that we have seen earlier carries over do this setting of closures of subsets in the dual
that are more specific than just point evaluation functionals.

The goal is to treat a Dirichlet boundary value problem

Lu=f in Q C R?
u=g on I' = 09, (26)

where L is a linear differential operator.

Collocation is a general approach which treats the problem in a strong sense and discretizes
it by
LU(&?) =f<z?), 2 e 1<j<N®
u(zf)=g(af), 2feri<j<nm (27)

with N = N2 4+ NT.
The exact solution of Eq. (26) will surely satisfy Eq. (27), but there are many functions

which satisfy Eq. (27). We will consider a finite dimensional space U with at least NV
dimensions. The question arises if Fq. (27) is solvable for u € U.

Interpolation of general functionals Aq,..., Ay by a span of functions ui,...,uy is

difficult without additional properties. In particular we need additional properties to get
a generalized kernel matrix which is nonsingular.

42



1. Kernel based methods

We now proceed to study Hermite-interpolation, where also derivatives are used for
interpolation. Here, we assume to have data

{(z;,Nf)},  z; € REwith A = {\1,...,  An}

and a linearly independent set of continuous linear functionals. We aim for an inter-
polant

N
u(@) =Y udVk(z,z), zeR?
i=1
that satisfies
/\iu:)\if i:1,...,N.

Here A indicates that the functional acts on the first argument of K.

The resulting linear system has a matrix with entries
Aij = )‘1(2))‘5'1)k(xj,$i), i,j=1,...,N.

It can be shown that A is nonsingular for positive semi-definite kernels, but also for more
general conditionally positive semidefinite (cpsd) kernels, see | ; ].

Assume the \; are of the form
Aj =0z, 0 D)

and a(j) # a(k) if z; =z, for k # j the \; are linearly independent on the native space
of a positive definite kernel, see | ].

One advantage of Hermite interpolation is that less data locations are required for a
certain predictive accuracy. For example, if a data location corresponds to running an
expensive numerical simulation with a specific choice of d simulation parameters, and
the simulation procedure can deliver both, a function value and a derivative value, then
using the gradient data is far more efficient than generating further d function values.

Example. For illustration we now denote the center of the RBFs by {; and the data
locations by z;, although these are the same locations.

Given are

{(z;, f(z;))}_, and {(:L’j, g‘;(w)) }N ,

Jj=p+l
with z = (z,y) € R%. Thus

(5%_ ji=1,....p
5%08% j=p+1,...,N.
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With k(z;, ) = ¢(llz; — ax|) we get,

g
—~~
&
~
I
(=
S
<
>
ST~
=
3
—~
B

.
Il
-

Y9
ajk(§j7£)+ Z ajaifk(éjvg)

|
M~

j=1 j=P+1
P N o

=2 aik(@iz) = ) ez k()
7j=1 j=P+1

The system matrix after inserting u into A\ju = A, f is

Ao E o Ke
Kx Kxx

with
dp dp .
Kejk = aff(llék gl =5 g — gl i=L....pk=p+1.. N
oy .
Kxji = 5 (1€, — 2, j=p+1,....Nk=1,....p
9?2 ]
Kxx,ij—aTi(llék—in), Jhk=p+1,...,N

Observe here, that the partial derivative of ¢ with respect to  will always contain a linear
factor in x. The sign for the derivative depends switches if we switch between §j and z;.

In case the {; and x; are the same, we have that the entries of K¢ and K):G correspond,
since the sign change due to the differentiation at the other position is cancelled by the
interchange of the roles of z and £. Therefore we later use L), L(2) when considering
differential operators.

In view of what we had earlier, instead of
k(z,y) = (0, 0y )nx-
we have now in some way
O\ p) = N\ p)y«  for all A\, u e H”,

which gives
k(z,y) = k" (3e, y),

i.e. for point evaluation as before.
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One can now redo most of what we did earlier using 2 = H* replacing points  and y by
functionals A and p while k* replaces k. Note, that this also allows us to work in Hilbert
spaces without continuous point evaluation where one uses weak methods, e.g. Sobolev
spaces.

Theorems 1.19 and 1.20 and Corollaries 1.21 to 1.23 again follow. We cannot use point
evaluation functionals to measure the error and instead use a functional u € H*

p(f = fa) = (p—polly)f
so we get the generalized power function
Pr(p) = |lp = polnlly  for all p € H*,

and obtain Theorem 1.25 with the generalized power function.

Now we describe a kernel-based collocation method for the partial differential equation

Lu=f in Q C R?
u=g on I' = 00

We use an expansion for u as
p N
=Y uwik(zi,a) + Y LD (k(wi ) (28)
i=1 i=p+1

where p is the number of boundary points and N — p the number of interior points
denoted by I, accordingly. We now split the collocation set X in to a set of boundary
points B and the set I of interior points. Similar to the Hermite interpolation before we
get a block matrix

K LUK
A= (L(2)(K) L(2)L((1)(}()> , and Au= (?)

with g being of size p and f of size N — p, accordingly, and

Ki]’ = k‘(ﬂ?z, ]) Ti, Tj € B
LK) = LW (K (24, %;)) zi€ B, i el
LK) = L@ (K (2, 2;)) fiel,z;cB

. (K

LALO(K)y; = L® (LY (K (3:,77))) &5 €1

The matrix is of the same type as the Hermite interpolation matrix and nonsingular if
the 04,04, o L are linearly independent.

For this symmetric collocation method the approximation result carries over.
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Theorem 1.38. Let Q C R? be a polygonal and open domain. Furthermore, let L # 0
be a second order elliptic differential operator with coefficients in C*k=2) <Q that
either vanishes on Q or has no zero there. Suppose that K € C**(R? x R?) is a
positive definite kernel. Assume further that

Lu=f in Q C R?
u=g on I' =00

has a unique solution u € Ni(Q) for given f € C(Q) and g € C(0). Moreover, let G
be the approximation in the form Eq. (28). Then

lu—all,_q < ChEZlullvuo)

lu =2l (o0 < Chlg ollull@)

for small enough hrq, hpq.

PROOF (SKETCH). The result for the interior essentially uses the approximation The-
orem 1.37 for |Lu — L4, and uses that “LLK” is positive definite for positive definite
K.

Since 92 does not satisfy an interior cone condition, we cannot use Theorem 1.37 directly
for the result on the boundary. As 2 was demanded to be polygonal, 0f) is locally a
hyperplane which can be mapped to R4 where the image satisfies an interior cone
condition. Using further results connecting K and LLK, their native spaces, and their
power functions one can show the result for each surface, of which there are only finitely
many.

For full (somewhat messy) details, see [ . ]

From the result, one should aim to have a finer discretization in the interior than on the
boundary by balancing h’;}f ~ h%ﬂ‘

We need high regularity assumptions for the good approximation rates, but often u €
C?#(Q) cannot be assumed and here finite element methods are the better approach. But
in particular in higher dimensions and with decent smoothness these meshless methods
have their potential.

In practice, a non symmetric collocation approach is more commonly used, called Kansa’s
method. That approach is simpler to implement since only one application of L is
needed. But it can be shown that this approach can fail, albeit only known for specifically
constructed situations.
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In short, we use

u(z) = XN: wik(x;, x)
i=1
and get
() )
with
Kij = k(z4, z), T € Byxp e X

(LK)ij = LWk(xs,2;), x€ Loy €X
This gives again a N X N-matrix, but non-symmetric. Besides needing less derivatives and

therefore less smoothness, the non-symmetric approach can be easier applied to a partial
differential equation (PDE) with non-constant coefficients or nonlinear problems.

1.2.2. Conditionally Positive Semi-Definite Kernels

Definition 1.39. We call a set of points X = {z1,...,2zx} C R? m-unisolvent if the
only polynomial of total degree at most m interpolating zero data on X is the zero
polynomial.

Definition 1.40. A symmetric kernel K : Q x © — R is called conditionally positive
semidefinite of order m, if

N
Z aiajK(azi,:cj) Z 0

3,j=1

for any (m — 1)-unisolvent set of points z1,...,zy € @ C R? and a; € RV satisfying
the moment conditions

N
> aip(zi) =0 (29)
i=1

for any polynomial p of total degree at most m — 1.

Conditionally positive definite of order m is defined accordingly.

Corollary 1.41. A kernel that is cpsd of order m is also cpsd of order £ > m. In
particular, a positive semi-definite kernel is cpsd of any order.

Thus, usually one gives the minimal order for a function.
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Example. Multiquadratics in the form of
ka,y) = ®(|lz —yll) = o(r) = (-)PI(1++*)°, 0<B¢N
are cpsd of order m = [f].
Thin-plate-splines of the form
O(r) = (—1)*8“7’25 logr, p €N
are cpsd of order m = 8+ 1. The classical thin-plate-spline with 8 = 1 is cpsd of order 2.

For radial functions K (z,y) = ®(||x — y||) we can use simpler criteria, which are based
on monotone functions.

Definition 1.42. A function ¢ : [0,00) — R that is in C°°((0, 00)) and satisfies
(D) >0, r>0,0=0,1,2,...
is called completely monotone on (0, c0).

If in addition ¢ € C([0,00)) it is called completely monotone on [0, c0)

Example. Examples of completely monotone functions are

e @(r) =e " with € > 0. This is due to
(_1)290(4)(1_) — gfe—sr >0
Theorem 1.43. Let ¢ € C([0,00)) N C>((0,00)). Then the kernel k(x,y) = ®(||lx —

yl|) with ®(r) = p(r?) is cpsd of order m if and only if (—1)™p™) is completely
monotone on (0, 00).

PROOF. | ; .

Sufficient is based on the observation that completely monotone functions are Laplace
transforms of non-negative and finite Borel measures, i.e.

$(r) = Lu(r) = / T etdu(t),

0

With Taylor on ¢¢(r) = ¢(r + €) the result follows.
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Necessary is based on a result from Schoenberg that a function ¢ is completely monotone
on [0, 00) if and only in ®(r) := ¢(r?) is positive semi-definite, followed by a proof by
induction.

Example (revisited). 1. For the multiquadratics

p(r) = (=D 11+r)% 0<p¢N

it follows
PO = (D)PIBE -1 (B L+ +1)"
so that
(_1)(61¢([ﬁ1)(r) =B(B-1)-...-(B-[B1+ 11+ r)ﬂ—[m >0

and ¢ is therefore completely monotone and the corresponding kernel is cpsd of

order [f].
2. The thin-plate-splines can also be seen to be completely monotone and therefore
cpsd of order 8 + 1.
One can show a stronger version of the theorem.

Corollary 1.44. Suppose that the function ¢ of Theorem 1.43 is not a polynomial
of degree at most m. Then p(r?) is conditionally positive definite of order m.

Interpolation with cpsd kernels

We aim for

N M
s(x) = Sxap(z) = Zaik(azi, x) + Z bypm(z) for all z € Q
=1 m=1

with a € RY, b € RM with the moment condition Eq. (29) for a.

We use the space 77;‘,2,1 of polynomials of total degree less or equal to m — 1 in d variables
and polynomials p1,...,py from a basis of size

M= (m—1+d>
m—1

for P4_,.
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We want to interpolate (z;, f(x;)) on an (m — 1)-unisolvent point set X. This results in
the (N + M) x (N + M) linear system

N M

s(xp) = aik(z, x) + Y bmpm(ze) =fi  1<k<N
i=1 i=1
N
Zaipm(:ni)+0 =0 1<m<N
c=1

In matrix form, this yields:

Theorem 1.45. If the set X is (m — 1)-unisolvent and K is conditionally positive
definite (not semidefinite) we can solve the system

il

PRrROOF. We assume a,b is a solution of the homogeneous linear system, i.e. fr = 0,
1 <k < N and show that a = 0,b = 0 is the only possible solution. Multiply the first
line by a”:

uniquely.

a"Ka+a"Pb=0

We know from the bottom line PTa = 0, therefore a” P = 07. Thus, we conclude
a"Ka=0.

Since we have a conditionally positive definite K of order m, PTa = 0 and we have a
(m — 1)-unisolvent set, this only holds for a = 0. The unisolvency of the X also gives the
linear independence of the columns of P and so it follows from

Pb=Ka+Pb=0
that b = 0. m
Taking a linear algebra view, the kernel matrix of a cpsd kernel is positive semi-definite
on the space of vectors "orthogonal" to d-variate polynomials of degree at most m — 1.

Consider now cpsd of order one. Then k is cpsd on a subspace of dimension N — 1.
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Theorem 1.46 (Courant-Fisher). Let A be a real symmetric N x N-matriz with
etgenvalues Ay > Ao > ... > Any. Then

A\; = max min z! Az
dim V=k z€V,
ll=l|=1

and
AL = min max z! Az.

dim V=N—-k+1 z€V,
zll=1

We get from Theorem 1.46 that at least N — 1 eigenvalues of a kernel matrix for a

cpd-kernel are positive. With an additional assumption we even get:

Theorem 1.47. An N X N kernel matriz K that is cpd of order 1 and has a non-
positive trace possesses one negative and N — 1 positive eigenvalues.

PROOF. Let Ay > Ao > ... > Ay denote the eigenvalues of K. From Theorem 1.46 we
get

AN_1 = max min 27 Kz >  min ' Ke >0,
dimV=N-1 z€V, ey =0,
[[=]|=1 llell=1

so that K hast at least N — 1 positive eigenvalues. Since tr(K) = >0, \x < 0, K also
must have one negative eigenvalue. ]

We now can use Theorem 1.47 to conclude that we can use RBF that are cpd order one
without appending the constant term to solve the interpolation problem.

Theorem 1.48. Suppose ® is cpd of order one and that ®(0) < 0. Then for a set X
of distinct points, the matriz K with Kjj, = ®(||z; — x||) has N — 1 positive and one
negative eigenvalue. Is it therefore non-singular.

PROOF.
tr(K)=N®(0) <0

For the learning case we did relate kernels to scalar products in the the feature space.
Now we consider distance measures from norms in the feature space. We assume that
|®(x) — ®(y)||? is stemming from the positive (semi)definiteness of the kernel, i.e. with
the kernel

k(z,y) = (@(z), 2(y))

we can write the norm as

1B (x) — ()| = k(z,2) + k(y,y) — 2k(z, y).
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Consider now translations of the data x — x — t: ||z — y||? is translation invariant, while
(x,y) is not. After a short calculation, we observe the connection

(=), (1) = 5 (Nl =l + = 1 + 1t — 911 (30)
and
2
Zai(ﬂ?i —t) Z 0

%

Zaiaj«%’ —t),(z; —t)) = ‘

Therefore we still have a positive semidefinite kernel. In other words for any choice of ¢
we get a similarity measure Eq. (30) associated with the dissimilarity measure ||z — y||.

A natural extension is to consider other nonlinear dissimilarity measures.

Lemma 1.49. Lett € Q and k be a symmetric kernel on Q x Q. Then

k('% y) =

—_

5 (k(xu y) - k(xat) - k(ta y) + k(tvt))

is positive semidefinite if and only if K is cpsd.
If k(t,t) <0 then

A

ey) = 5 (k) — ko, 1) — K(t,3)

is positive semidefinite if and only if k is cpsd.

PROOF. see exercise ]

This does generalize Eq. (30), i.e. the negative squared distance is cpsd. Here Zf\;l a; =0
implies
=Y aiaglle; —aj|? ==Y agllagl® =D a; Y aillwl® +2) (i, x5)
i,J i J J ( ]
———

const

E ;T

7

2

=0+0+2 >0

Sometimes a definition for negative kernels with a smaller or equal to zero in the quadratic
form, but again the condition 3, a; = 0 is used, e.g. this holds for the minus of cpsd
kernels of order one.

Actually all
]{(.’L',y):—”l'—ynﬁ, 0<6<2

are cpsd due to
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Proposition 1.50. Ifk: QxQ —]—00,0] is cpsd, then so are —(—k)® with0 < o < 1
and —log(l — K).

PROOF. | ] ]

Observe that sums of cpsd kernels are also cpsd and any constant b € R is cpsd. So any
k + b for k cpsd is also cpsd.

Taking the feature space view once more, we can construct a Hilbert space representation
of a cpsd k from the corresponding positive semidefinite (psd) k. For k we have a feature
map ¢ : QQ — F, ie.

(®(z),2(y))Fr = K(z,y).
Therefore

12(2) — 2()|%F = (@(z) — B(y), B(z) — B(y))

= k(z,2) + k(y,y) — 2k(z,y)

Inserting into the result from Lemma 1.49 gives for fixed t € €Q:

L (@) + k().

1®(@) = 2(W)* = —k(w,y) + 5

We have just shown:

Theorem 1.51 (Hilbert space representation of a cpsd kernel). Letk be a cpsd
kernel on Q. Then there exists a Hilbert space F and a mapping ® : Q@ — F such that

Ke,) = ~I18(@) — B)I° + 5 (b, 2) + ky,)).
If k(z,x2) =0 for all x € Q we have
k(z,y) = —[2(x) — 2(y)|?
and \/—k(z,y) is a semi-metric, and a metric if k(z,y) # 0 for x # y.

One sees that cpsd kernels are a natural choice in case a translation should not affect the
outcome of the kernel.

Remembering quasi-interpolation from Theorem 1.26, we would like to have something
similar for cpsd kernels. For that one needs in some sense to redo the construction of a
native space. To give an idea of the path let us look at the inner product. Like for the
psd case before we fix 2, m, K and define the set

M = {(a,X) ‘ X CQ, (m — 1)-unisolvent, | X| = N,a € RN, Pfa = 0}
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of vector/set pairs that satisfy the moment condition
Pxa =0, with Py = (Pj(xy)).
We assume that € has at least one (m — 1)-unisolvent set. We define as before
H = {)\Z7XK(:c,y) ‘ (a,X) € M}

and the space of functionals

N
Lo { o dax () = 3y f(ay)
=1

(a,X)eM,feH}.

L is a linear space, e.g. adding two functionals vanishing on P% ; will result in a
functional vanishing on ’Pgl_l. This holds accordingly for H. We now define a bilinear
form on L as we did before Theorem 1.7, where the moment condition additionally holds.
Theorems 1.7 and 1.8 carry over. We cannot use functionals d, = A1, for providing point
evaluation, since they are not necessarily in L. Nonetheless, we do have the Riesz map:

R:L— H,
RXax)(y) = Ay xk(y,2) = fax(y)

and the identities
(Aax> Mo y)L = (fovs fax)g = Xax(foy)

for all (a,X), (b,Y) € M.

Theorem 1.52. The sum of the spaces Pﬁln_l + H is a direct sum if the kernel k is
cpsd of order m.

PrOOF. Consider p € PZ_,, and a functional A,y € L with p(z) = Ay k(z,y) for all
x € 2. Then g x(p) = 0= (Ao, x, \py)r for all A\, x € L, in particular for A\yy. Thus
Apy = 0 as a functional on H, but b = 0 holds only in the case of definiteness. With
the linearity of the Riesz map, one can conclude that f;y is zero in the general case and
therefore also p. n

This space Pﬁn_l + H can be used as a pre-native space for a cpsd kernel k. One can
follow a similar path to completion like for psd kernels, where the right understanding of
the addition of P + H in that process makes the derivation more involved. For details
see | ].

As a last observation, there is a way to transition from a cpsd kernel of order m to a psd
kernel.
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Fix a (m — 1)-unisolvent set Z of size Nz. Every p € P% | can be reproduced by a
Lagrange basis p1,...,pn, with

pi(zk) =0k, 1<j,k<Ngz ie.

Nz

p(x) =Y pla)pi(e) = (IL(p))(z) forallz € Qpe Py,
k=1

after changing to the Lagrange basis. This defines a linear projector II, onto P% _; that
extends to general functions f on 2 as

Nz
L)) = fapele)  forallz e, f:0 R
k=1

This implies that the functionals

Nz
Kz = 5x - Zpk($)5zk
k=1

satisfy the moment conditions. We now define the reduced kernel

k(x,y) = (fa, py)
= uDpPk(-, )

Nz
= k(z,y) — Zpk(x)k(zk,y)
k=1

NZ NZ
= oWk, ) + > pi(@)pr(y)k(z;, 2k)
k=1 k=1

for all z,y € Q.

Theorem 1.53. The reduced kernel is symmetric and psd on Q. It vanishes, if one
of the arguments is in Z. If k is cpsd of order m, then k is psd on ) \ Z. Quadratic
forms with moment conditions will be the same for k and k.

The native space of a cpsd kernel of order m coincides as a space of functions with
H := P4 _, + H, where H is the native space for the reduced kernel k.

1.3. Kernel methods for prediction

We will now stray away from pure interpolation. So far we assumed data in the form of
f(x) =y, but with data stemming from measurements, we will have errors of the form
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f(x) =y +e. If our interpolation matrix was ill-conditioned, this would pose a problem.
Due to this, we want to allow some margin of error. Or we might consider a classification
problem, where the labels are 1, or {0,1}, but we still want to compute a continuous
function suitable for prediction of the class label, which for example gives the probability
of belonging to a class. There interpolation does not work.

So, one might want to value errors differently than just using the plain Ls-error. Therefore,
we define

Definition 1.54. Let (£2,3) be a measurable space and Y C R be a closed subset.
Denote by (z,y, f(z)) € 2 xY xR the triplet consisting of a pattern x, an observation
y, and a prediction f(z). A function £: Q x Y x R — [0, 00) is called a loss function
if it is measurable and ¢(x,y,y) = 0 holds for all z € Q, y € Y.

We consider at first real values y and we want y — f(x) to be small. The most popular
choice for a loss function is the squared loss:

la,y, f(2)) = (f(z) = y)* = U(f(z) = y).

i
4
31
91
14
0 -
-2 -1 0 1 2

Figure 1.7.: Squared loss ls

Furthermore, one can use the ¢;-loss:

{¢) = I¢l.
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Figure 1.8.: ¢1-loss

While the squared loss £5 relates to the mean, the ¢1-loss relates to the median of values
V.

For robust estimation the so called Huber’s loss can also be useful, it penalizes larger
errors only linear and is more robust to outliers.

eao:{aog if ¢ <o

ol¢| — 20% otherwise

2 —

| /
0 f —~— f i
-1 0 1 2

-2

Figure 1.9.: Huber’s loss £y for o = 1.

Another possibility is to use the e-sensitive loss. Here one tolerates errors inside the
interval [( — ¢, — ¢]. Formally:

Ea(() = maX(K‘ - 5,0) = K‘a

Let us now consider Y = {—1,1} or Y = {0, 1}, i.e. the classification case.

The simplest loss is the misclassification error:

e@yjunz{OEy:“”

1 otherwise
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0 Y f f i
-2 -1 0 1 2

Figure 1.10.: e-sensitive loss ¢ for ¢ = 1.

or for Y = {—1,1} we might only care about the sign of the function for prediction

_ {O ify:sgnf(:n)‘

1 otherwise

((z,y, f(x))

0 t t t f y y y |
-4 -3 -2 -1 0 1 2 3 4

Figure 1.11.: Binary loss over y - f(z).

A plausible choice would be the weighted misclassification loss, in case the different
classes have different importance, e.g. in health applications the difference between false
positive and false negative predictions,

Uz, y, f(z)) = {Q if y = sgn f(x) |

l(y) otherwise
There’s also the soft margin loss:

0 ifyf(z)>1

U(z,y, f(r)) = max(1 -y f(x),0) = {1 —yf(x) otherwise

This loss is used for support vector machines, which is one of the most common classifi-
cation procedure.

Finally, the logistic loss is often used, it “assigns” a probabilistic meaning to f(x):

Ux,y, f(z)) =l (1 +exp (—yf(z))).
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2 3 4

Figure 1.12.: soft margin loss plotted for an z-axis of yf(x)

Figure 1.13.: logistic loss

99
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Definition 1.55. Let ¢ be a loss function and P be a probability measure on Q x Y.
Then, for a measurable function f : Q — R, the expected £-risk is defined by

Rep(f) = [ b,y () dPa.y)
—//€$y, ) dP (y | z) dP.(x).

Of course, we do not know P(z,y), otherwise we could determine all we need from it, we
only have (training) data.

For given D = {(z;, yi)}fil, xz; € Q, y; € Y, we can define the empirical measure

Pemp (2, Y) 25%%

by using the Dirac measure.

Definition 1.56. The empirical £-risk of a function f : Q) — R is defined as

Reamp(f) = [ €(@,5,4@) dPemp(a,9)

| N
= — > L(zs i, flz)).
N; (5, yi, f(23))

This quantity we can compute for given data, and therefore minimize it. Furthermore,
recalling the law of large numbers, if the data is independent, identically distributed
(ii.d.) sampled from P the risk Ry emp Will be close to Ry p with high probability.

But just minimizing the empirical risk can lead to numerical instabilities and lead to
bad generalization performace, i.e. predictions on unseen data, which are not useful.
For inverse problems one uses Tikhonov-reqularization to restrict the class of admissible
functions, this approach will be used here as well. In particular, we will use function
space regularization, where one penalizes with a suitable function norm. A relevant
alternative is to penalize on the coefficients « if given f as

f Zaj :B_]a

For example to obtain sparsity one can use ||«||1, for such a sparsity approach there is a
wide reach of literature available. Note for example, that in the “pure” support vector
machines setting, one will expect that only a “small” number of the coefficients a are
nonzero.

60



1. Kernel based methods

In the following, we will assume that Ry emp(f) is continuous in f. The regularization
can be seen as restricting the class of possible minimizers to some compact set H. For
a continuous function on a compact set H, we can apply the operator inversion lemma
to get that the inverse map from the minimum of Ry emp : H — R to its minimizer f is
continuous and the optimization problem is well-posed.

Directly minimizing Ry emp in H is typically a difficult constrained optimization problem.
Instead we add a regularization term to the empirical loss:

Ré,reg(f) = Rﬁ,emp(f) + )\E(f)

Here, the ) is the regularization parameter, which balances the empirical error and the
smoothness or simplicity enforced by the regularization term §(f).

Theorem 1.57 (Representer Theorem). Let s : [0,00) — R be a strictly mono-
tone increasing function, A > 0, Q be a set, H a RKHS over 2, and let £ : 2 xY xR be
a loss function. Then, for the data D = {(a:z,yl)},fil, x; € Q,y; €Y, each minimizer
f € H of the reqularized empirical risk

N
Reses(l) = 3 D e i £(20) + As (1 llw) (1)
i=1
admits a representation
N
f(z) = Z o, K (i, x),
i=1

or f € Hx, XZ{.%'l,...,[I}N}.

In other words, although we are solving a minimization problem in an infinite dimensional
space H for a finite number of samples, the solution lies in the span of the N kernel
functions. For separable classification problems, many of the coefficients «; are even
Z€ro.

PROOF. Without loss of generality, we assume

sl =5 (1713,) -

We decompose any f € H into fx € Hx and fx. € ’H)l{ after Theorem 1.20. Then,

N
f:ZaiK(xi,')+fXL7 a; € R.
i=1

We know
(fxi,K(z, )y =0 foralli=1,...,N
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with Eq. (4) this yields:
fxg) = (f(), K(zj,) Zaz (@i, 25) + (fxe, K(2j,))n

—E o K (x5, 5).

Furthermore, for all fyi,

s(1£ll20) = 5 (1 £x 3 + x5,
> 5 (Il/x15,)

Therefore, Eq. (31) is for any fixed @ € RY minimal if fy. = 0. This also has to hold
for minimizing f. =

Remark. If both the loss function and the regularization s are convex, one has a unique
minimum.

Remark. One can build knowledge into this setup by considering

f=f+h, f € H, hespan{i,}

where 1), can be specific functions having interpretability. Then one obtains a semipara-
metric representation

N M
= Z a; K (x,z;) + Z Bpwp(x)
i=1 p=1

We have for cpsd kernels used the concept of unisolvency of order m in view of polynomials,
this can be futher generalized beyond polynomials for any finite-dimensional space of
functions and an unisolvency in view of this function space.

One numerical approach to be derived from this is regularized least squares regression,
also known as ridge regression. We consider

1 & 2 A2
Ry res(f) = 32 D_(F (@) —v:)* + SlIf [0 (32)
i=1

where

N
flx) =" ajk(xy,-).
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Inserting gives

2
1

N
N > (; ajk(zy, ) — yj)

A N
t3 > k(o).
j=1

Jk=1
Derivation with respect to oy results in
o N /N A\
V2 (Z ajk(zy, v;) — yj) k(ak, ) + 5 3 ok, op)-
j=1 \k=1 j=1

Altogether for all oy

2 A
E(Ka—Y)+ JKa=0
= K(K + ANI)a =KY

= (K +ANI)a =Y

Remark. We see how we numerically regularize the kernel matrix by the addition of the
scaled identity, which improves of the condition of the kernel matrix. The stronger the
condition “improves”, the “worse” the results on the given data.

Remark. We will see that in a stochastic view, while modelling

y=f(z)+e

with € i.i.d. samples of Gaussian noise with variance o>

, one gets to
(K + o?I)a =Y,

with K from a covariance function k. In other words, the regularization parameter can
be connected to the noise level of the data.

There are several numerical approaches to solve (K + ANI;)a =Y. We consider not too
many data points, so that K can be stored in memory. One can now do an eigenvalue
decomposition (EVD) or a Cholesky-decomposition of K, with a bit of care in view of
its condition, or of K + ANy for any A and use the decomposition to solve the linear
equation system.

For example use the eigenvalue decomposition
K=Vrv",

with an orthonormal matrix V and T' = diag(z;)YY;, where x; are the eigenvalues of K.
Then:

G:=W\+EK)'=0\r+vrve)™!
=V +T) V7,
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Having once performed the costly eigenvalue decomposition, we can solve for several A’s
using this equation:
A=V +D) vy

or the Cholesky-decomposition
T\, + K,

with L a lower triangular matrix, and compute
Lz=y

followed by
LTa =z

Remark. For larger datasets there are approximations needed, e.g. a pivoted Cholesky-
decomposition that stops early, a hierarchical matrix decomposition, in particular in
lower dimension, or other decomposition also exploiting parallelism.

Another approach is to represent the function on a subset of data, often called inducing
points, but still minimize on all.

With all these approximations, iterative solver such as (conjugate or stochastic) gradient

are often used.

Another view comes by looking at the regularization differently, which will give us also an
observation on what the scalar product (-, )3 does. As a reminder, on Lo(£2) we have

Q) :/Qfgdx.

(F.9) = (S1,59)1, = [ SI(@)Sgla

The transformation S picks those parts of f that should be regularized. Now think of S
as extracting derivations and we see that it is S for smoothness.

We are aiming for

Definition 1.58. A regularization operator S is defined as a linear map from the
space of functions {f | f : Q@ — R} into a space D equipped with a scalar product.
The regularization term s(f) takes the form

s(f) = (S, 5f)p

or sometimes

(f) = 5{SF. 5
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Remark. Since we can always define S := (5*S )% and

(f,5"Sf)e=(Sf,5f)p,

we can assume S is a positive semidefinite regularization operator.
To better understand the relation between regularization and kernels, we need to get
back to Mercer’s theorem in the general form of Theorem 1.16.

We go over to weighted inner products with a positive weight function o:

(f,9) Z/Qf(:v)g(fc)o(x) dz.

The eigenvalue problem of the integral operator Tk is

[ k@ 2)o(@)o(@) de = (k. 2), 6(a)) = A (2).

The represents a homogeneous Fredholm integral equation of the 2nd kind, which is not
obvious to solve for A\, ¢. An idea is now to go from a “difficult” integral equation to an
“easier” differential equation which should be easier to solve. Here we use, that Green’s
function play a central role in the analytic solution view of differential equations.

Definition 1.59 (Green’s Kernel). Given a linear (ordinary of partial) differential
operator £ on  C R%, the Greens kernel g of £ is defined as the solution of

Lg(z,z) =0(x—z), z€Q fixed.

The Green’s kernel is not uniquely defined this way, one needs to add linear homogeneous
boundary conditions or decay conditions, e.g.

9(@, 2)|zeo0 =0
or

=0.

||| —inf

Solutions to
(Lu)(x) = f(z) on QcC R?

with a linear and elliptic operator L and some appropriate conditions can be written
with Green’s kernel ¢

u(e) = [ F)gla,) dz,
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where for ¢ it holds
(Lg)(z,z) = 6(z — z).

We can regard the integral operator

G(a)= | gla,)f ()
as the inverse of the differential operator L, i.e.

Lu=fsu=Gf

Example (Brownian bridge kernel). Let Q = [0, 1] and

g(x,z) =min(z, z) — zz
CJz(l—=2) <z
Clzl—2) z>2]
This kernel may be obtained by observing properties of the Green’s function for
d2
—@9(%2) =d(z - 2)

with boundary conditions
9(0,z) =g(1,2) = 0.

Remark. Whenever L is a self-adjoint differential operator, the corresponding Green’s
kernel g is symmetric and the integral operator G is self-adjoint.

Theorem 1.60. For every RKHS H with reproducing kernel K, there exists a corre-
sponding regularization operator S : H — D, such that for all f € H,

f(@) = (Sk(z,-), SF())p (33)

and in particular

(Sk(zx,-),Sk(z,-))p = k(x, 2).

Likewise, for every reqularization operator S : F — D, where F is some function
space equipped with a scalar product and with a corresponding Green’s function for
S*S, there exists a corresponding RKHS H, with reproducing kernel k, such that both
equations are satisfied.

66



1. Kernel based methods

PROOF. For the first direction, we consider S = Id and D = H. This construction fulfills
all wanted properties.

Now we start with a function G, which fulfills

F(x) = (S*SGy, f)z for all f € S*SF.

From functional analysis one knows that such a function exists as the Green’s function
for the operator S*S and natural conditions.

J() = (§°S G f) 7

L
= (LG, [)
= (f,0(z —xz))
= f(z).

We have the reproduction property Eq. (33) on the set S*SF using the properties of the
adjoint:

(S*SGy, f)F = (SGz, Sf)p.
With f = G, it follows

G.(x) = (SG,, SG.)p
= (SG.,SG:)p
= G.(2),

i.e. G is symmetric in this sense and we write
k(x,z) = G:(),
with
9(z,z) = (SG,, SG:)p

we notice that  — SG,, is actually a feature map. Since kernels arising from feature maps
result in kernel matrix that are Gram matrices, we get the K is positive semi-definite. It
can be seen that the corresponding RKHS is the closure of

{fes sF|ISfIp < oo} .

D is a RKHS with inner product (S-,S-)p = (-, -)n.
Fixing the regularization operator thereby determines the set of functions one can
use for solving the regularized empirical risk problem, neglecting the null space of the

regularization operator, if it exists.

We now want to connect
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o integral operator eigenvalue problem for Mercer series representation of a positive
semidefinite kernel

o related eigenvalue problem for a differential operator

To simplify the situation, we consider the free-space/fullspace Green’s function without
boundary conditions. We use g as a kernel k, i.e. (Lk)(z,z) = §(x — z). Now applying £
to the integral equation gives

z/ 7, 2)8(2)o (2) dz = Ly6(2)
Ekmz Yp(z)o(x) dz
= /5:E—z x)dx = yLo(z)

¢(z)o(z)
— £o(z) = ias(z)a(z)

where for simplicity we assume that £ has no eigenvalue 0. This shows that £ has
eigenvalues which are the reciprocals of the eigenvalues of Tk, while the corresponding
eigenfunctions are the same, taking the weight function into account.

Example (revisited). We have

| k@ 2)o(@)o (@) da = vo(2)

with o = 1, k(x, 2z) = min(z, z) — 2z on = [0, 1]. This gives for the integral eigenvalue
problem

/OZ zp(x) dz + /: z¢(x) dz — /01 rz¢(x) do = vy¢(2).

Now apply £ = —(f—; to this and using elementary differentiation steps to obtain

a0 - [Totw e - z00) - [ avte) e} =202
1

= — 9z =97)

Remark. From functional analysis one can derive, that for a Green’s kernel that is
positive semidefinite, Mercer’s theorem applies, namely we obtain a representation by
the eigenvalues and eigenfunctions. One example would be Sturm-Liouville differential
operators.

Note that not for all differential operators £ a Green’s kernel will exist, e.g. if £ has a
nontrivial null space of functions which also satisfy the boundary conditions.
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Theorem 1.61. Given a regularization operator S with an expansion of S*S into a
discrete normalized eigendecomposition with v;, ¢;, © = 1,... and a kernel with

k(z,z) = Z d—zigzﬁi(x)qﬁi(z),

iyi0 1t

where d; € {0,1} for all i, and > 52, % is convergent, then K satisfies from Theo-
rem 1.60
<S'I€(1“’ ’)7 Sk(z’ ))D = k(l" Z) = <k(l‘) ’)7 ]{J(Z, )>7—[

Moreover, the corresponding RKHS is given by
span{¢; | d; = 1,5 € N}.
PROOF. We use f = k(z,-) in Theorem 1.60.
(k(a, ), S"Sk(z,)) = <Z ()0l 5" (Z ij@(zm(-)»
= Y @) ()i, 5 504()
250t

— Vi V)
w Vi i
orthonormal ¢; d;
= > =57 di(x)ei(2)
T N
= k(x, z)
From the construction of the k follows the statement about the span. u

Remark. This shows that from a regularization operator several kernels can be obtained,
since the d; can be chosen and one restricts thereby for a subspace of the eigenfunction
decomposition. The difference is in the null space of the corresponding 7' .

So a 1-1 correspondence between kernels and regularization operators is only on the
image of the integral operator T}, acting on H.

As we have seen, translation invariant kernels are an important class of kernels, k;(z) =
k(x,z) = k(x— z). For show kernels one can more easily find corresponding regularization
operators using Fourier transforms, and vice versa.

We consider the Fourier transform of f over R?

Flfl(w) = (2m)~ /Rd f(z) exp(—i{z,w))dz.

The inverse Fourier transform is given by

P = @m)# [ PIfI) explife,w)d

[NJIsH
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We now specifically consider regularization operators S, where S*S is diagonalizable in
the Fourier basis, i.e. the operator can be written as multiplication in Fourier space.

Denote by v(w) a non-negative, symmetric function on RY, i.e. v(w) = v(—w) > 0 with
v(w) — 0 for ||w|| — co. Denote by €2 its support.

We define a regularization operator by

(51,59) = (2m)f |

In view of Ry ree this is kept reasonably small. Small values of v(w) correspond to a
strong dumping of the corresponding frequencies. This is desirable for large w, i.e. high
frequency components that correspond to rapid changes in f.

Consider ,
g(x,z) = (2m)" 2 /Rd exp(i(z — z,w))v(w)dz.

Let f have the support of its Fourier transform contained in 2. We see

We thereby have the formula from Theorem 1.60.

This is a special case of Bochner’s theorem, which states that the Fourier transform of a
non-negative Borel measure is positive semi-definite.

As an example consider the Gaussian kernel.

k(x,z) = exp (_Hx—z|]2> :

202
The Fourier transform is given by

oW

2,2
k() = v(w) = |o] exp (— ) .

2

The wider k is in pattern space, the more peaked its Fourier transform becomes.
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Figure 1.14.: Gaussian kernel and its Fourier transform

The transform tells us that the contribution of high frequency components is relatively
small, since v(w) decays rapidly.

Now consider ||Sf||?. Tt can be given in terms of pseudo-differential operators. It can be
derived that for the Gaussian kernel it becomes

2 _ U2j i 2
1Sl —/Rdzj:jm(oﬂf(x)) dz,

where 02" = A™ and O?"t! = VA",

TODO: citation

Model Selection In order to evaluate the performance of a predictive model, in the
simplest setting, we split the available data D into training data D7 and the validation
data Dy . The empirical risk on Dy is then used to measure the predictive performance
(or generalization) performance.

Otherwise, one usually uses k-fold cross-validation (CV). We split D into k disjoint

Figure: Idea of k-fold cross-validation
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subsets. One is used as Dy, the other k — 1 as Dy, solve and evaluate, repeat k times.
The average over the k£ empirical risks is the performance measure. By this procedure,
more data is used for training, and all cases appear as validation data. k is typically
between 3 and 10, while kK = N is called leave-one-out cross-validation.

Definition 1.62. Let x : {1,...,N} — {1,...,k} be an indexing function that
indicates the partition to which observation j is allocated by the randomization.
Denote by f_x(x) the function that is computed with the k-th part of the data
removed. Then the cross-validation estimate of the prediction error is

N
CV(f)= % Zl(mj;ij fr(i(@4))-
j=1

In case of hyperparameters, this is done for a set of values, and the model / hyperparameter
with the lowest empirical risk is selected. Often this is done by a grid search of the
parameters, or in an optimization procedure. For a fair performance statement, the
empirical risk on a third, before unseen data set, should be given.

For more on model selection see chapter 7 of | ]-

Gaussian Process Regression

Definition 1.63. A Gaussian process is a collection of random variables, any finite
number of which have a joint Gaussian distribution.

We have for a real process f(x) the mean m(z) as

and the covariance k(z, z) as

k(z, z) = E[(f(x) — m(2))(f(2) — m(2))].

A Gaussian process is complexity specified by its mean function and its covariance
function:

f(x) ~ GP(m(x), k(z, 2))

Usually one takes the mean function to be zero for notational simplicity.

Our running example for the covariance is the squared exponential / Gaussian kernel

Cov(f ). £(2)) = K (pr5) = exp (550 = 7).
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output, f(x)
OS
output, f(x)

-5 "0 5 -5 0 5
input, x input, x

Figure 1.16.: Left: Three functions drawn at random from a GP prior. Right: Three
random functions from the posterior, i.e. the prior conditioned on the five
noise free observations. In both plots we see the plus and minus two times
standard deviation for each input. Image from [ ]

Note that the covariance of the outputs is written as a function of the inputs. Further, w
is the length scale of the process.

The specification of the covariance function implies a distribution over functions, see
Fig. 1.16.

Now, we consider noisy data with additive i.i.d. Gaussian noise ¢ with variance o3, i.e.
y=f(z)+e.
The prior on the noisy observations becomes
Cov(Yp, ¥g) = k(p, 24) + 0% 0pq

or
Cov(Y) = k(X, X) + o341,

where Y = [y1,...,yn]" and X is a collection of z;.

The joint distribution of the observed target values y and the function values at the
evaluation points f. under the prior can be seen to be

<y> ~N<0 (K(X,X)+a]2v1 K(X,Xe)>>
f KX, X) K(X.,X.)

To get the posterior over functions, we need to restrict this joint distribution to contain
only those functions that "agree* with the observed data. In probabilistic terms, this
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conditioning the joint distribution on the observations and we get:

FX,Y, X~ N(E(X X)) [E(X, X)4+0% 117, k(X X)) —k( X, X)[R(X, X)+o3 1] 7 E(X, X))

Going over to one evaluation z; we have
N
flz) = k(X,2)T[k(X, X) + 0% 1]ty = Zaik(xi,ml).
i=1

with
k(X,Hfl) = (k(.%‘l,.%'l), ey k(xN,:ce)).

And we have
—1
Var(f) = k(ai, @) = b(X,20)" [K(X, X) + 0% 1] k(X, ).

The variance does not (explicitly) depend on the observed targets, but only on the inputs.
Since the estimated noise level and e.g. the shape parameters of k£ depend on the outputs,
the predicted variance depends on them at least implicitly.

Consider now the marginal likelihood, or evidence,

Ply| X) = [Py | £X0P( | X)df.
where marginal likelihood refers to the marginalization over the function values f.

Under the Gaussian process view the prior is Gaussian f | X ~ N(0,k(X, X) + o%/1),
and one can obtain for the log marginal likelihood

1 11
log P(y | X) = —5¥" (K(X,X)+02I) ¥ - 5 log K (X, X)+020| - glog o,

In the Gaussian process context one can use Bayes model selection for the hyperparameters.
One, roughly speaking, looks at the probability of the data y, given the model and the
hyperparameters, expressed by the marginal likelihood:

Ply| X,0).

Rewriting:
1 _ 1 n
log P(y | X,0) = =y K,y — ; log |Ky| — 5 log 27,

where K, = K + 021 and © are the parameters of the covariance function.

The first term )
—5u K,y
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1. Kernel based methods

measures the data fit. On the other hand, the second term
1
—3 log | K|
is the complexity penalty depending on the covariance function. The last term,
n
——log?2
5 log 2m

is a normalizing constant that can be ignored for optimization purposes. One observes
that, see Fig. 1.19,

e the model gets less complex with growing length scale, therefore the negative
complexity penalty increases.

o the data fit decreases with the length scale, since the model becomes less and less

flexible.
o with more data, the log marginal likelihood gets typically more peaked.

In order to set the hyperparameters one maximizes the log likelihood. The derivative of
it can be seen to be

) 1 oK 1 OK
—1 X,0)=—y"Ky 'Ky —tr | K1 =2
90, g Py | X,0) =5y Ky 90, v Y 2“( v 90,

1 - _1\ 9Ky
with a = Ky_ly.

For the Gaussian kernel /squared exponential kernel one has two hyperparameters, the
noise level o and the length scale w. Although one sometimes writes the kernel as

JJ2‘ exp <_21w2”xq - quQ) + 0 6pgs
where one calls
. a]% the signal variance
o 0% the noise variance
it is from the optimization view two hyperparameters.

See | | for more on Gaussian process regression.
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1. Kernel based methods

Support Vector Machine

We now consider classification, i.e. y € {—1,1}. We already saw use the hinge loss
Lo (y, f(z)) = max{0,1 — yf(x)}, which coupled with regularization gives the support
vector machine. This learning algorithm has a geometric interpretation, which we will
now study.

As before, let D = {(z,v;)}i=1,..~ with z; € R?. For a so called maximal margin
approach one assumes that w € R? with ||w|s = 1 and b € R exist such that

(wyzi) +b>0  for all i with y; =1

(w,z;) +b< 0  for all i with y; = —1.
The hyperplane defined by (w,b) perfectly separates the training data D. Under all

separating hyperplanes for the data one looks for the one with a maximal margin, i.e.
maximal distance to the points in D, denoted by (wp,bp).

One then sets

fp(z) =sgn({wp, z) + bp).

as the classifier. Since the sign does not change, one can easily scale, i.e. (kwp, kbp),
x > 0 gives the same sign. Therefore one can also look for w* € R¢ which observes a
lower bound on the margin and has minimal norm:
min (w,w)
weR beR
subject to yi({w, ;) +b) > 1,i=1,...,d
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1. Kernel based methods

One can easily see that

W and bp=

wp

]l [lw*[l2”

Note that if we have two support vectors 1,z with

(w5 z1) + b =1
(w*, z9) + b* = —1,

i.e. points directly on the margin, this gives us

< w* ( )> 2
7 (L1 — T2 = .
[l [[w*]|2

Consequentially, the maximal margin hyperplane is completely determined by those x;
which are on the margin. Such are called support vectors, hence the name support vector
machine for this construction.

There are two obvious shortcomings:
1. a linear separation may not be possible or suitable for the data set.

2. in the presence of noise, we may need to misclassify some training points to avoid
over-fitting.

In order to address the first issue, we map x; into a Hilbert space H by a feature map
® : X — H.' One then aims for a linear separation in the feature space, i.e. consider
{(®(2:),vi) };=1 . n with the above procedure. This approach is often called the hard
margin support vector machine (SVM). It is possible to show that for kernels with certain
natural properties and data sets without contradictions, i.e. no (x;,v;), (zj,y;) with
x; = xj, Yi # yj, a perfect separation in the feature space is possible, see e.g. | ,
Section 4.6] for details. We will later on see that we only require some support vectors
on the margin to represent a solution, at least in the separable situation.

The second problem was addressed by the (soft margin) SVM. The idea is to relax the
constraints
yil(w, o) +b) > 1=

by adding slack variables (; > 0. If the slack variables would be too large, the constraints
would be easily fulfilled, so one penalizes on their sizes.

We do not write # for the Hilbert space here as there is going to be a small difference between H and

H
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1. Kernel based methods

Together with the feature map, this gives the following optimization problem:

N
1
min§<w,w>+CZCi, we HbeR,(eRY
i=1

subject to yi((w, ®(x;)) +b) > 1 — ¢, ¢ >0,i=1,...,N,

where C is a hyperparameter balancing the two terms. Observe that the objective is
convex, while the side constraints are linear. In a geometric sense, the slack parameters
(; control how far a value may be “on the wrong side of the margin”.

Now we will connect this optimization problem to the regularized loss function formulation.
We observe for the constraint

G > 1—yi((w, ®(x;)) +b)
with ¢; > 0 this gives
G = max {0,1 — y;((w, ®(x;)) + )}
= ln(yi, (w, ®(x;)) + b).

The objective function is minimal in {; when this inequality becomes an equality.

For (w,b) € H x R consider
f(w,b) : X =R
fwp () = (w, ®(x)) +b

Multiplying the objective by 2\ = NLC gives

. 1 g
min Alw, ) + = ; Ch (y fow,p) (a:i)) ~
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1. Kernel based methods

For suitable kernels we can write this in the RKHS setting

(w,w) = || flln
where
|flln = inf{||w| g :we H with f = (w, ®(x))}.

Modulo the offset term b the geometrically derived approach is equivalent to the RKHS
view, we have

inf A + =Sl (yi, f(m) + b
L NI, ;hy Fla) +b).

The offset b makes a real difference, so in general the decision functions are different. For
the linear setting, i.e. the identity map R? — R%, the offset b has a clear advantage since
it treats translated data. For many feature maps, e.g. Gaussian kernel, the offset has

neither known theoretical nor empirical advantages. In the next part we do not consider
b.

From the representer Theorem 1.57, we have

Zaa (zj,®

i.e. a representation with NV kernel functions. But how can we solve the optimization
problem?

We see that

”faHH Zzalaj $z7$j =a"Ka

i=1j=1

and obtain

acRN N

min Z€h<yZ,ZaJ (xj, )—i—)\aTKa.

fa(z)
As seen, this is a finite dimensional convex optimization problem. Since £}, is nonnegative,
one can solve instead

min — +Xa"Ka
aCE]RN ZC’L

subject to ¢ > Eh(yz, fa(a:z)), i=1,...,N

By going back to C' = )\ we obtain the alternative formulation:

N
1 2
min C i+ =
min O3 G+ g1l

subject to G >0,6G>1—yifalzy), i=1,...,N
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1. Kernel based methods

Here we can now use results for convex optimization problems with constraints. After
some derivations one obtains

N N N
1 .
mgXZﬁi ~3 SO BiwiBiy K (vi x;)  with B € [0,CV.
i—1

i=1j=1

Therefore the problem with the hinge loss is a quadratic optimization problem with box
constraints, which is easier to solve than a convex problem with constraints.

See | ; | for more on support vector machines.
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2. Dimensionality reduction

We consider unsupervised learning, where we have a set Y of data y; e R%, i =1,..., N
without labels. We assume that there is a lower dimensional representation for each y; by
a x; € RP, p < d, which describes the data in a suitable fashion. We call d the extrinsic
dimension and p the intrinsic dimension.

Some example data

1. Handwritten Digits
A digit is represented by a k x k matrix of gray values (average color value of the
respective pixel in the grid), i.e. a vector in R¥* see Fig. 2.1a. A data set is a
RFEXN " \where the columns of A are(a) sgbspace of R¥*. Now consider
3

only images of the digit 3, we aim for a basis {uZ } of this subspace. Any new

matrix A in

1=
image b of a digit gets represented in this basis and obtain the error

p
b— Z xlugs)
i=1

If this error is small, one would assume the digit is a 3, otherwise it isn’t.

2. Sensor Arrays
Sensor arrays are a set of identical sensors, e.g.

sensor antennas in radio telescopes
e earth measurements in seismography or weather

o several electrodes measure time series for electrocardiography (ECG) or elec-
troencephalography (EEG)

o frequency measurements over time
The matrix is of size #sensors X #measurements.

3. Numerical Simulations
Numerical simulations are also a data source. In the research & development (R&D)-
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2. Dimensionality reduction

process, the engineer performs several simulations with different input parame-
ters [Boh+13; [GG19]. The data is of size #size of the simulation x #simulations.

4. Single Cell Genomics
Measuring gene levels in single cells has become feasible in recent years [(:1<()10].
For example, one is interested in the differentiation process of a stem cell to a
specific cell type. Two stem cells of the same type can differentiate into two different
cells, e.g. two different muscle cells.

-

Measurements are gene levels for several genes per cells, these are measured over
time. Linear and nonlinear dimensionality reduction methods can provide structure
in the data [\WRY 16]. In this application domain, one has to also take care of
(structurally) missing data.

For now assume we assume that the data is organised in a matrix.

There are several goals for dimensionality reduction.

o An analysis goal is the extraction of knowledge, e.g. by finding (sub)structures in
the data.

¢ Dimensionality reduction can be used to reduce computational complexity or to
compress data for storage reduction.

e For certain tasks, it might be enough to find “important” attributes, or attribute
interactions, also called feature engineering.
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2. Dimensionality reduction

Curse of Dimensionality When working in high dimensions, one has to consider the so
called curse of dimensionality which has several forms and aspects.

Consider a grid over [0,1]? with spacing 1—10, in 3 dimensions we have 103, or in 20 it
would give 10%° points. Therefore, if one wants to represent a function or optimize over
it, using a Cartesian grid, the computation effort scales exponentially in d, the number of
dimensions. One runs into the curse of dimensionality in the form of complexity. Note that
under certain assumptions, one can (drastically) reduce the complexity, e.g. sparse grids,
low rank tensor decompositions, compressed sensing, Quasi-Monte Carlo, and others.
Specifics will depend on the balancing approximation properties and computational
complexity.

Viewed the other way around, the amount of data is generally restricted, therefore
high-dimensional spaces described by data are inherently sparse. This is called the empty
space phenomenon, which is related to the concentration of measure effect. Therefore
it is very reasonable to assume e.g. lower intrinsic dimensionality, or other structure in
data.

Some oddities that can be observed in high dimensions are for example:
e diagonals in hypercubes are “orthogonal” to any axis

e the ratio between the volume of a sphere and the volume of an enclosing hypercube
strays to zero for d — oo,

see e.g. [ | for more on this.

Properties What properties are relevant for a method analyzing high dimensional data
by dimensionality reduction?

1. One wants to estimate the intrinsic dimensionality. This can be the number of
latent variables or the degrees of freedom.

2. One wants to embed the data to reduce the dimensionality. An embedding allows a
compact representation and makes further processing easier. One typically assumes
that the data lies on a p-dimensional manifold and aims for an embedding in a
space with dimensionality close to p. It is necessary to characterize and measure
the structure of the manifold. Properties could be curvature, connectivity or local
relationships. Furthermore, an embedding establishes a bijective mapping between
the y; € R% and their counterparts x; € RP. The mapping might allow an out-of-
sample extension, i.e. find for new y € R¢ an x € R, or vice versa. The way from
T to y is also called generative.
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2. Dimensionality reduction

3. One wants to embed for latent variable separation. Here, additional constraints
are imposed on the desired low dimensional representation. A typical assumption
is that the latent variables are (statistically) independent from each other. Most
methods for latent variable separation need another method for dimensionality
reduction or some preprocessing. Often such additional constraints impose rather
simple models.

Missing Image

2.1. Linear Dimensionality Reduction

2.1.1. Principal Components Analysis

The principal component analysis (PCA) method is one of the oldest, well known, and
likely best data analysis methods for dimensionality reduction. It was developed (or
discovered) several times, mainly to mention are:

o Pearson (1901) in biological applications, further extended by Hotelling (1933) in
psychometrics

e In the framework of stochastic processes, it was discovered independently in 1946
by Karhunen, and was later generalized by Loéve in 1948, and is known as the
Karhunen-Loeéve transform in this field

It is also known under several other names
 proper orthogonal decomposition (POD) in engineering
o empirical orthogonal functions (EOF) in meteorology

e ctc.

From the underlying linear algebra we will see that it is closely related to the singular
value decomposition and the Schmidt-Eckart-Young-theorem.

We now assume to have a data set {y;}2¥; which are samples of a random variable ) € R?.
We assume ) stems from p unknown latent variables X € RP by a linear transformation
W, ie. Y = WX. Moreover, we assume that ) is mean-centered, i.e. E()) = 0. This is
no real restriction since otherwise we just subtract the mean from ). For W we assume
it is an axis change, i.e. the columns w; € W are orthogonal to each other and have unit
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2. Dimensionality reduction

norm, i.e. W'W = I,. We organize the data in a matrix Y = [y1,...,yn]. Using the
pseudo-inverse of W we have

Wh=W™w) 'w? =w".
We can write x; = WTyi. The reconstruction error becomes
2
E(|y-wmwy)3),
where W*W = I, per assumption, but WW7 # I; in general.

E(|Y - WWY?) =E(V"Y - 20" WW'Y + YW WIW W)
Ip

—EQTY - Y WWTY)

We approximate the W-dependent part using the samples and compute the empirical
mean

Q

1 N
E(VWW'Y) N2 U Wy
=1

= % tr (Y'WW?'Y)
trace is cyclic % b (WTYYTW).
Adding the constraint W' W = I, we get the Lagrangian
L=tr(WYY'W)+tr((I - W W)A),
where A = AT € RP*P. The condition for an extrema is
YY'W=WA = A=W'YY'W (34)
and the objective function reduces to tr(A).

We can rotate W and have the same reconstruction error, e.g. we use W’ = W R giving
A = RAR". A = A7 is diagonalizable with orthogonal matrices, so we can choose R such
that A’ is a diagonal matrix. Without loss of generality, A is diagonal. From Eq. (34) it
follows that the columns of W must be p eigenvectors of YY” with the corresponding
eigenvalues as the diagonal of A. Since we maximize tr(A) we get the p largest eigenvalues
of YY7 and the corresponding eigenvectors.

One can connect the eigenvectors of YY” with the top left singular vectors U of the
singular value decomposition (SVD) (Definition A.1) of Y, where the eigenvalues are the
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squared singular values of Y. So we take the first p columns of U for W, i.e. W = Ul;y,.
Furthermore, as U is orthonormal

X =W'Y =W'USV" = [,xV".
Using A = WTUX2UW = 2 we obtain for the optimal least squares error
d
tr (22) = tr (Lwa?) = Y ok,
i=p+1

We have shown

Theorem 2.1. Let Y = [y1,...,yn] € RN be a matriz of zero mean data points.
Denote the SVD of Y by UXVT. Then for given p < d the minimizer W for the
reconstruction problem

N
min — WWTy||%, such that WTW = I 35
i 3 s~ WVl : (35)
is given by W = [uq, ..., up|. The lower dimensional embedding is given by

X = LaSV7" = L U"Y.

For the reconstruction error one obtains

d
3 o

i=p+1

A slightly different, but not really different, view on this by a projection, i.e. we aim for
P
Yy = inwi, with y, w; € RY, wlw; = 6,
i=1

which is a projection into the linear space of dimension p spanned by the w;. The x; are
determined by

P
i=1

Projection is here looking for the best linear fit with the smallest Lo-error, this results in
the same problem as before.

Another view is with approximation with rank constraints, i.e. we look for

mjn |V — A||%, such that rank A = p.
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(a) Original image and 4 images obtained by random displacement and rotation.

Mean A =34-10° Ao =2.8-10° A3 =24-10° A =1.6-10°

! - 5 : S =)
2 (<D D

(b) Shown is the mean for digit 3 along with first four PCA components with their eigenvalue.

x 10° x 10°
3

3 J
2
1 L {1
0 : — 0 : :

0 200 400 600 ¢ 0 200 400 600 M

(@ (b)
(c) Plot of eigenvalue spectrum. (d) Sum of the discarded eigenvalues.
Original M=1 M =10 M =50 M =250

(e) Original image and its reconstruction using different number of PCA components.

Figure 2.1.: PCA applied on images of the digit 3. The synthetic data set is obtained by
taking one image of a 3 (size 28 x 28) and generating more images by using
random displacement and rotation. Images taken from [ ].
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This is the Schmidt-Eckart-Young Theorem A.2 for the SVD, i.e.
A=UpS, V),

where the matrices consist of the top p singular vectors/values of Y. In other words, the
truncated SVD is the best rank-p approximation of Y under the Frobenius norm.

From the statistical perspective another derivation is common. Let us first define the
principal components.

Definition 2.2. Given a zero mean multivariate random variable Y € R%. The p
principal components of Y are defined as the p uncorrelated linear components of y:

zi=wlyeR, w;eRYi=1,...,p

such that the variance of z; is maximized subject to w]w; = 1 and Var(x;) >
Var(zz) > ... > Var(zp) > 0.

Theorem 2.3. Assume that the rank of the covariance matriz E(Y'Y™) is larger than
p. Then the first p principal components of a zero-mean multivariate random variable
Y, denoted by x;, 1 = 1,...,p are given by

T
Ty = w; Y,

where {w;}!_, are the p orthonormal eigenvectors of the covariance matriz E(YY™)
associated with its p largest eigenvalues {\;},_,. Moreover, \; = Var(z;).

PROOF. see exercises ]

In the proof of Theorem 2.1 we have already seen that the columns of W are the
top p eigenvectors of YY T, so both generate the same result. Fig. 2.2 gives us two
representations of Y, where we have

p

} : T

Y = ag; U;;
i=

outer product
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p p N
D by p vT
=d U
or
V1 V2 Up
= 01|u] + 09| U2 .o top|Up

Figure 2.2.: Two representations of Y’
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In the view of the three properties of dimensionality reduction approaches we have:

1. Ideally we have rank(Y'Y") = p, but in practice we have noise. Use the eigenvalue/
singular value decay for the selection of p. One might for example attempt to
capture, say, 95% of the variance by

D

2DV
=17\
=17 > 0.95

i=1"\i

or one uses the threshold on the \;, e.g.

d
Xi <0.010; = 0.01)_ Ai.
=1

2. The embedding is just X = I,,qU"Y".

3. For the latent variables, we do have W is orthonormal, i.e. a rotation and assume a
Gaussian distribution over the latent variables.

Note that if x is a Gaussian random variable, the eigenvectors of the empirical estimate
of

1
EYY")= =YY"
(OYT) =+

are asymptotically consistent unbiased estimates for the corresponding eigenvectors of
E(YYT). See | | for details. Furthermore, | | discusses this topic.

2.1.2. Multidimensional Scaling

We now consider another criteria for dimensionality reduction, we aim for embeddings
which approximately preserve distances:

dd(y17 92) ~ dp(xh LUQ)'

To describe and analyze this approach, we first need some definitions.

Definition 2.4. An N x N symmetric matrix D is called Fuclidean distance matriz
(EDM) if there exists an integer d > 0 and a vector set Y = {y;}N |, y; € R?, such
that

Dij = d2E(yl, yj), i,j = 1, e N,

where dg is the Euclidean distance. The vector set Y is called a configuration of D.
We write D € EDM.

Later we will use the following generalization of an EDM.
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Definition 2.5. An N x N symmetric matrix D with nonnegative entries d;; is called
distance matriz if d;; =0 for all 1 <¢ < N and

\Vdij < Vdig +y/dg; for 1 <i,j < N.

We write D € DM.

Obviously, EDM C DM.

Note the following relation between the Euclidean distance and the scalar product, see
also Eq. (5),
A3 (yi, vi) = Wirvi) =2 (Wi vj) + (W5, ;) -
—— ———— N——
Gii Gij Gjj
The other matrix we look at is the Gram matrix G, where
Gij = (Y"Y)ij = (yi, ys)-
Like in PCA we aim for centered data, which we can achieve with the centering matriz
1
H=1--—1
N N>
where 1 = 1y1} is the matrix of all ones. With

1
Y=Y — <NY1N> 1% =YH,

we get the centered data Y° since we subtract the mean. For the corresponding centered
Gram matriz G¢ we get

G = (Y)'Y*= H"Y"YH = HGH.

Theorem 2.6. For the FEuclidean distance matriz D and the centered Gram matriz

G¢ of a data set'Y it holds
G = —%HDH

PRroOF. straightforward calculation =

N

Lemma 2.7. Assume that the matriz D = [dzﬂ . € EDM and let G¢ = —%HDH.
)=

If the rank of G°¢ is r, then there is a r-dimensional centered configuration ¥ =
{y1,...,yn} € R" such that dg(yi,y;) = dij.
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PROOF. Since D € EDM there exists z = {z1,...,2x} C R? such that d3; = dy(z, zj).
G€ is the centered Gram matrix of that data set and therefore positive semidefinite. The
rank is r, therefore we have G¢ = YTY with a centered » x N data matrix Y. The
centered data satisfies d%j = d%(vi, y;)- ]

We call r the intrinsic configuration dimension and the centered configuration Y is the
exact configuration of D.

classical multidimensional scaling (CMDS) Instead of the exact configuration we now
look for lower dimensional data sets X C RP, p < r, which approximately preserve the

distance. Formally,
N
X = arg min Z
XeRPXN ;1

d?j - d%(xlax]) )

(36)

such that X = T(Y'), with T an orthogonal projection from R" to a p-dimensional
subspace S, C R", and Y is an exact configuration.

Lemma 2.8. Let Z C R" be a given data set with Dy = [dQE(zi,zj)]ﬁ\;:l and let
G =— HDZH Then

1 N
7N z_: Zz,ZJ

PRrROOF. Straightforward calculation, i.e. write out G4 = —%HDZH and look at the
diagonal. -

Lemma 2.9. Let Dy = [dp(zi, )| ._, ZH = Z = [41,...,%x]. Then

7/7]’:1 ’

A

1
1Z]|F = \/ﬁHDZ”F-
PrROOF. With ||Dz[|% = Z” 1 dzj and
121} =t (272) = t(G),

the result follows with Lemma 2.8. m
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Theorem 2.10. Let Y C R" be the exact configuration of D € EDM. The SVD of Y
is given by Y = UXVT, ¥ = diag(o1,...,0,). For a given p <r let Uy, = [u1,...,up).
Then

X=UY

is a solution of the CMDS minimization problem FEq. (36) with an error of

s
2N - Z 0’7;2.

i=p+1

PRroOoOF. Let S, be a p-dimensional subspace of R” and B an r x p orthogonal matrix,
whose columns form an orthonormal basis of S,. We have T'(y) = BB"y for y € R". We
observe using B"B = I (i.e. ||Bz|| = ||z||) that

de(Tyi, Ty;) = 1T (yi —y;)|l = IB" (yi — y;)|| = de(B "y, B y;).

With ||ly; — y;ll > ||T(yi — y;)|| we get for the objective function

N N
> duWiys) — du(Byi, BTy;) = Y (yi — i vi — Yj)
i,j=1 4,j=1

+ (B"(yi — v;), B" (yi — y35))
— 2(BB™ (yi — y5)Yi — vj)-

For this transformation we used (BTy, BTy) = (BB"y,y) and performed a zero addition.

N
2
=Y (I = BB")(yi —y;)|l
ij=1
Dy|%

with Z = (I — BB")Y.
Now, Lemma 2.9 gives

IDz|[% = 2N || ZH|[%

Since Y is centered, therefore Z is too, and we get
2
=2N||Z| .
Therefore we have to solve

arg min |Y — BB"Y||r
BER"*? with BT B=1I,
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2. Dimensionality reduction

We have to find a matrix of rank r which minimizes this expression, we can use the
Schmidt-Eckart-Young Theorem A.2 for the SVD. The best one is Up¥,V," so setting
B = U, gives

UpUpTUpEpV;DT = UpEpV;)T

and X = Ug Y. The error estimate follows from the truncated SVD error estimate and
Lemma 2.9. n

Note that CMDS and PCA give for centered data the same result. Observe, that we
aimed to use distances, but have Y in the theorem, i.e. in case we only know the distances

we cannot proceed. But we can use the Gram matrix instead. We take Y7Y and observe
with the PCA ansatz Y = W X:

G=Y"Y = WX)WX = X"W'WX = X"X.

Take the eigenvalue decomposition of
G¢ = VAVT = (VA2)(A2V7) = (A2VT)T(A2VT).
Taking the top eigenvalues gives
Xcnps = LxnAZVT.
For centered data Y we use Y = UX V7™ and get for the PCA

Xpoa = IpxaU'Y
— [ UTUSVT = [ SV"
= Ly n(XTE)2 VT
= LxnAZV" = Xoups.

Here, we used that the right singular vectors of Y are the eigenvectors of Y7Y with /o;
the corresponding eigenvalues.

Therefore, one has the options of

SVD of Y (dx N) (reconstruct Y)
EVD of YY™ (d x d) (maximal variance)
EVD of Y'Y (N x N) (preserving similarity)

Depending on d and N one should choose the computationally cheapest option. SVD
is the more robust algorithm, but the eigenvalue decomposition is often cheaper to
compute.
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2. Dimensionality reduction

CMDS ALGORITHM
Given: Euclidean distance matrix D, embedding dimension p
Output: embedding X in p dimensions

G=-iHDH
[Vp, Ap] = EVD(G, p)

1
return Ag V7"

Generalizations of CMDS consist in

e using weights in 2%:1 wij(dij — dp (i, xj))Q. One way is to use w;; = fj, which
gives Sammon’s nonlinear mapping.

o So far we considered metric multidimensional scaling (MDS). In non-metric MDS
ordinal information or proximity measures are used instead of d;;.

See [ | for more on metric and non-metric MDS.

2.2. Nonlinear dimensionality reduction

The main idea of nonlinear dimensionality reduction is to consider manifolds instead of
just linear subspaces. In particular Riemannian manifolds (M, g) and the corresponding
inner product on T, M, see Appendix B for the underlying basic differential geometry.
We are in particular interested in the geodesic distance, the length of the shortest curve
on M connecting two points x,y € M, which we denote by dys(x,y). We aim to preserve
geodesic distances, but we do know neither M nor dj;. To approximate the geodesic
distance given a data set Y C M we arrange the data using an undirected neighbourhood
graph [Y, E] obtained in a suitable way, see Appendix C. Using [Y, E] we compute the
graph distance as an approximation of d;.
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2. Dimensionality reduction

Definition 2.11. Given a graph [Y, E] for a data set Y  R?, such that (y;, y;) € E
if and only if y; and y; are “adjacent”. We define the graph distance dg between two
points y;,y; € Y by

1. If (y4,y;) € E then
da(yi,vj) = de(¥i, yj)

2. T (4,y)) ¢ B let

F={v|7v=00,---sYs+1):% €Y, % = ¥, Vs+1 = Y5} -

Then

da(yi,y;) = min > dE(Vi, Yit1)-
yel’
Vi€V ViFEVs+1

Figure 2.3.: The distance functions dg shown in green and dg shown in red between two
points  and y. The dashed line symbolizes the geodesic distance dyy.

2.2.1. Isomap

With that, we can formulate the Isomap approach introduced by [ ].

We assume Y € M C R? and an isometric mapping f : M — RP exists, f(y) = « for
yeM,
de(f (i), f(y5)) = dm(yi, y;)  viry; € M.

Assuming Y is sampled densely enough from M we expect that

da(Yi, y5) = davr(Yis y5),
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2. Dimensionality reduction

i.e. the graph distance matrix Dg = [de(yi,yj)]?szl is a good approximation to the

geodesic distance matrix Dp;. So we aim for a D € EDM with a configuration X C RP

such that
N

Dg~D = [d%(ﬂfivxﬂ')}mzl '

Following the CMDS approach, we double center Dg, obtain G¢ = —%H DgH and
compute the EVD of G°.

ISOMAP ALGORITHM

Given: data set Y
Output: data set embedding X in p dimensions

Build a neighbourhood graph [Y, E] using k-Nearest Neighbour (k-NN),
e-neighbourhood or other suitable procedures giving undirected graphs.

D;j = d%(vi,y;), i,5 = 1,..., N using Dijkstra’s algorithm.

G=-1HDH

[V, A,] = EVD(G,p)

1
PRVAS
return Aj V),

Assuming Dg € EDM we can invoke Theorem 2.10. We get

N N
> ‘dé(yh?/j) - d%(wi,%‘)’ <2N > A
ij—1 I=p+1

Remark. When the data Y is not sampled densely enough from M, Dg might not be a
good approximation of Djs. In particular Dg might not be an EDM and G might not
be positive semidefinite. Computationally one could apply a constant shift technique to
make it positive semidefinite, but in a certain sense, this is done implicitly, as we will see
later.

We will now analyse the approximation property of the graph distance in regard to the
the intrinsic geodesic distance. For the analysis we will use r-ball graphs, i.e.

(vi,y;) € E if and only if dg(yi,y;) <.
Further, we use the Hausdorff-distance between Y and M:

e=H(M|Y) := sup mindg(y — ;).
yEM Yi€
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2. Dimensionality reduction

Theorem 2.12. Consider M C R* compact and a sample Y =y1,...,yn C M and
lete = H(M|Y). Forr >0 form the corresponding r-ball graph. When € < r/4, we
have for any x,z € Y

dg(z,y) < <1 4 f) dy(z, 2).

PRrROOF. For dg(z,z) < r we have (z,z) € E and so
dg(x,2) =dp(z,2) < dp(z, 2).

Now, dg(z,z) > r. Let a = dpy(x,z) and let « : [0,a] — M be a a parameterized by
arc length such that v(0) =  and y(a) = 2. Let g; = v(ja/s) for j = 0,...,s, where
s := 2a/r > 2, where Jo = z and §s; = 2. Let y;, = arg min ¢y dg(y, J;) be the closest
point to ; among the sampled data Y. Clearly y;, = z, y;, = z and max; dg(y;;, ;) < €.
For any j € {0,...,s — 1}

dE(yijvyij+1) < dE(yl]7g]) + dE(g]a Qj+1) + dE(Qj+17 yij+1)
<e+du(f,0541) +e
=a/s+2e<r/24+2<r

Therefore, (vig,---,Yi ].) forms a path in the r-ball graph. With that, and using g9 =
Yip = Ty Ys = Yis, = %,
s—1
dG(xa Z) < Z dE(yijayij+1)

=0
s—2
< dpr(fo,01) + &+ D (dar (G5, Gj41) +28) + dar (Gs-1,9s) + €
j=1

=dpy(z,2) +2(s—1)e
4
< (147 dua,2)
r
where we use that s — 1 < 2a/r with a = dy(z, 2). L]

Remark. 1t is possible to tighten the bound in the special case where M is convex. In
that case, a refinement of the arguments above leads to an error term of (%)2 [ -

To show a result in the other direction, we need a general concept of curvature. Assuming
a curve 7 is twice differentiable at t, its curvature at ¢ is defined as

_ IYOIA @1
U TG TR

Now, ~ has a curvature bounded by & if and only if sup, curv(~y,t) < k.
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2. Dimensionality reduction

Lemma 2.13. Let v :[0,a] — R? be a unit-speed curve with curvature bounded by k.

Then
|t — s
K

@M%%m>2m(2>

K

for all s,t € [0,a] such that |t — s| < 7/k.

PRrROOF. The full, somewhat technical, proof is in | ]. Following | |, we show
a slightly weaker bound. For that, let ¢ denote a unit-speed parametrization of a circle
of radius 1/k. From the classical work of | |, we obtain for |s —a| < 7/k

(1(8),3(u)) = (é(s), éu)).

This leads to, using ||%(s)|| = 1 in the first line,

(0 = 360 = 3(5),7(2) = 5(6)
= [ 6(9)3w)du
> [ {e(s),tw))
= (eoheft) = clo)
= ;Sin(li(t— s))
when 0 <t —s < 7/k. n

Properties of M We now assume
1. M c R%is a compact and connected C2-manifold
2. M C R? has empty or C2-boundary

In particular, shortest paths on M have curvature bounded by some x, see | ] for
generalized properties.
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2. Dimensionality reduction

Lemma 2.14. Suppose M C R? has the above two properties. Then, for any x,z € M
such that dy(x,z) < /K

H2

2

dM(l', Z) max () 11— ﬂdM(xa Z)2> < dE(:Ev Z) < dM(l‘, Z) (37)
m

Moreover, there is T > 0 depending on M, such that for all x,z € M with dg(z,2z) < T

it holds

do(2,2) < dur(z,2) < dp(a, 2 min (5.1 + con’dp(,2? ), (39)
where ¢y 1s a constant that can be taken to be co = 772/50.

Remark. T can be specified in terms of the so-called reach of M. The reach of a subset
A in some Euclidean space is the supremum over ¢t > 0 such that for any point x at
distance at most ¢ from A, there is a unique point among those belonging to A that is
closest to z, i.e., it is a unique nearest point property. When A is a C?-manifold, its
reach is known to be bound by its radius of curvature from below | ].

Theorem 2.15. Suppose M C R? has the above two properties. Consider a sample
Y ={y1,...,yn} C M. Forr >0, form the corresponding r-ball graph. Let cy and T
be defined per Lemma 2.1/. When r < 7 and kr < 1/3 we have

dy(z,2) < (14 cor?r?)dg(z,2) Vz,z€Y.

Proor. Fix z,z € Y. Let x = vy, Yi;, - - -, ¥i, = 2 define a shortest path in the graph
joining x and z, so that

s—1

dM({L‘,Z) = ZA]', where Aj = dE<yijayi]-+1)-
7=0

Define a = dys(, z) and a; = dy(yi;, vij,, ) for j =0,...,5 — 1. Since A; <7 <7, by
Lemma 2.14 we get

. (T
A min (2, 1+ C()KQA?) > aj. .

By assumption, xr < 1/3, and this can be seen to imply 1 + cox?r? < /2, which then
implies that a; < A; + CQK,QA?.
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2. Dimensionality reduction

We thus have

s—1 s—1
D IIED DI NERINY
J=0 J=0
s—1
<Y A (1 + con2r2)
=0

= (1 + cor®rH)dg(z, 2).

Remark. Therefore we have bounded dj; and dg in both directions. We can achieve for
some & < 1:

d . .

o< BlWivi) e (39)

M (Yis Yj)
Remark. One can show that with high probability the conditions are fulfilled if there is
a sufficiently high density of points. This holds for both r-ball graphs and k-NN graph
constructions | ]

In practice though, shortcuts can be a problem. Consider a noisy Swiss roll, which is
only sparely sampled: In this situation £-NN and r-ball graphs can connect to the next
layer and thus the approximation could take a shortcut between the layers of the spiral,
whereas the geodesic distance would have to traverse the spiral yielding a much longer
path.

2.2.2. Perturbation Analysis

Theorem 2.16. Consider two tall matrices X and Y in RNX4 with X having full

rank. Set €2 = |[YY T — XX T||,. If || X¥||e < f’ then

min [[Y — XQllp < (1 + v2)[|X¥||e*. (40)
QeO
PROOF. See | ]. ]

Corollary 2.17. Let D, D € RV*N denote two Euclidean distance matm’ces with D
corresponding to a centered exact configuration Y € RNVX4, Set 2 = =3 L H(D—-D)H||,.
If it holds that ||Y¥|e < 7 then MDS with input distance matriz D and dimension d
returns a centered configuration Z € R™*% satisfying

min |2 =Y Ql, < (1+v2)|[Y7l* (41)
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2. Dimensionality reduction

distance g;;

(¢) Returned locations by Isomap

Figure 2.4.: Schematic representation of exact locations y; € R?, data points z; € M,
returned locations by Isomap z; € R? Note that g;; = |ly; — y;| is the
geodesic distance between x; and z; because {y;};- is an exact isometric
embedding of data points {x;};" ;. Also the distances ;; are computed as
shortest path distances between x; and x; on the r-ball neighborhood graph.

PrOOF. We have ]
| D¢ — D¢ = SIIH (D = D) H]|l, = g2,

Due to the connection to the Gram matrix we know that D¢ and D¢ are are positive
semi-definite and of rank at most d. Since Y is of rank d, we have rank d for D¢. Observe
D¢=Y - -YT and D¢ = Z - ZT, the results follows from Theorem 2.16. u

Note that &2 < 2d%P||D — Dl||,,, after using that ||H||, = (d — 1)!/P since H has one zero
eigenvalue and d — 1 eigenvalues equal to one.

For a centered point set y1,...,yn € R?, stored in the matrix Y = [y; ---yn] ' € RV*9,
we define its radius as the largest standard deviation along any direction in space (therefore
corresponding to the square root of the top eigenvalue of the covariance matrix). We
denote this by p(Y) and note that

p(Y) = 1(Y)/VN. (42)

104



2. Dimensionality reduction

We define its half-width as the smallest standard deviation along any direction in space
(therefore corresponding to the square root of the bottom eigenvalue of the covariance
matrix). We denote this by w(Y') and note that it is strictly positive if and only if the
point set spans the whole space, in which case

w(Y) = aq(Y)VN. (43)

Note that we know that the half-width quantifies the best affine approximation to the
point set:

1
w(Y)? = min+ 3 flyi — Pewil (44)

i€[m]

where the minimum is over all affine hyperplanes £, and for a subspace £, P, denotes
the orthogonal projection onto L.

Further, we call p(Y)/w(Y) = ||Y]|||[Y*| the aspect ratio of the point set.

Corollary 2.18. Consider a centered point set yi,...,yn € R® with radius p, and
with half-width w, and with pairwise dissimilarities d;j = ||y; — y;||>. Consider another
set of numbers {\;;} and set n* = ﬁ > (Mg — dij)?. If njw < %, then MDS with

inputs {\ij} and dimension d returns a point set z1 --- 2y € R? satisfying

1 & 2\ _ Vilplw+2) 5 _ 3Vdpn?
&%(N%]M—Qw\> < - " ——5— (45)
PROOF. See | . =
Corollary 2.19. Let z1,...,zx € R? denote a possible (exact and centered) embed-

ding of the data points y1,...,yn € M, preserving the geodesic distance dyr of the y;.
Assume for some £ < 1:

3 dg(yi, yj)
1 55@&@@5§1+6 (46)

Let p and w denote the max-radius and half-width of the embedded points, respectively.
If ¢ < &(p/w) ™2, then Isomap returns z1,. .., zn € R? satisfying

36+/dp?
e (47)

n

1 , 1/2
s (5 2 = 0al?) <
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2. Dimensionality reduction

PROOF. Follows from Corollary 2.18 using Eq. (46) and
n* < max |2 (v, k) — dar(ys, vk)|

< max(26 + &%) dis(yj, vk)

< (26 +€)(2p)* < 12p%¢

7 fulfills the condition of Corollary 2.18, which we apply and simplify afterwards to obtain
the result. =

2.2.3. Nonlinear PCA and Kernel MDS

With Isomap we have seen one generalization of CMDS, where we used a different distance
in the original space. Another generalization stems from a kernel view, i.e. a replacing
scalar products by so-called kernels. Here we follow the original derivation from | ],
which is based on a normal PCA via a detour into higher dimensions using a nonlinear
function, i.e. a feature map.

We take the covariance view with its empirical estimate

C = —YYT = Zyzyz )

Using a feature map, p > d:

¢:RT 5 RP = F,
y— o(y)

we go into into the (higher dimensional) feature space F, which is a Hilbert space. Note
that one can also generalize to infinite dimensional Hilbert spaces.

For simplicity we assume to have centered data in the feature space, i.e.

N
> d(yi) =0
i=1

Now, we perform a PCA in F by using the empirical mean

= LS o) = = o7 6y = Laar
= Ni:1 Yi)P\Yi) = N - N )
=P

and compute the eigenvectors u; € R of the covariance matrix Cy:

Cd)ui:/\iui i:1,2,...,p
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and by Theorem 2.3 the nonlinear principal components are
z; = u; .

We call this nonlinear PCA.

Whereas one searches for the best linear subspace with PCA, nonlinear PCA (or feature
space PCA) transforms nonlinear data using a feature map ¢ and then searches for
the best linear subspace in the feature space F. Note that while the contour lines of
constant projections on the principal components are straight lines orthogonal to the
linear subspace, but the corresponding contour lines for the source data don’t have to be
straight lines.

Figure 2.5.: Classical linear PCA

In some practical situations, good candidates for ¢ can be found from the nature of the
problem. Generally ¢ is not known beforehand and difficult to obtain.

We now use the connection between PCA to MDS here, in particular if p is large. So, we
compute the EVD of ®7® which has the same eigenvalues as ®®”. This implies that
the number of nonzero eigenvalues is min(p, N). Here, we observe that every eigenvector
u € RP of ®PT associated with a nonzero eigenvalue is in the span of ®:

PPTu=>du & u=9% ()\_ICDTu) € range(®), A # 0.

Now, let v = A™1®7u € RN and let u be normalized, we have

|v]? = A2u” ®PTy = A1 |2 =\"!
Au

=1, since normalized
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Figure 2.6.: Non-linear PCA

and
TPy = N1 DD Ty = PTu = \v.
A
u

v is an eigenvector of ®TP® with the same eigenvalue. Once we compute v; with an EVD
of ®TdP as VAVT, where the 9; are normalized to 1, we have to normalize

so that ||v;||* = A1, We obtain u; in the feature space as
1
U; = (I)UZ' =A Q(I)’Ui

and compute the nonlinear principal components, using the freshly derived relation
UT — VT@T

-

1 A A A A

X =VT 0 = A 3VT70 = A2 VIVAVT = AzV7.
As before, one can calculate z; by

zi = V'O d(y:).

We now kernelize this, i.e. instead of the Gram matrix ®7® we use the kernel matrix
Kij = (¢(i), o(y;)) 7 = K(yi, y5)-

We now can start with a kernel to begin with.
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A projection of a point y with image ¢(y) now goes accordingly.

z=V"'0T¢(y)

This kernelized form we call kernel MDS, usually kernel PCA is used in the literature.
Using kernels, the nonlinear PCA is performed only implicitly, i.e., ¢ is not used directly,
instead only the kernel is employed. But, for a given kernel there is unique feature map,
so kernelizing is loosing interpretation power in the sense of the feature space.

If we want to consider non-centered data we need to center it

1 N
$(yi) = o(yi) — > (i)
i=1

and then do

Kij = (0(yi), 9(i))-

We can perform the centering as we did before Theorem 2.6:

DY) =d(Y)=d(Y) — Gﬁp(y)n) 17 = ®(Y)H.

The action of H goes through the scalar product so

K=K‘=HKH.

Remark. Considering cpsd kernels, see Appendix 77, we can connect this to distance
matrices

dos = k(Yi, vi) — 2k(vi, y5) + kY5, 95)
or in matrix form
D = diag(K)1" — 2K + 1 diag(K)".

2.2.4. Maximum variance unfolding

Kernel MDS using “just some” kernel is at first actually increasing the dimension. For
example the Gaussian kernel results in a matrix with full rank N as seen in Chapter 1. In
order to fully reconstruct the distance we need N — 1 eigenvalues of the centered kernel
matrix, but also the decay of the eigenvalues is in this form not that strong.
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Maximum variance unfolding (MVU) The idea behind maximum variance unfolding is
to learn a kernel matrix, which does have good and useful properties. What are these?

1. The matrix should be symmetric positive semidefinite, so that it is a matrix of
scalar products. Such matrices form a cone, so one has a convex domain to optimize
over. One aims for K € EDM.

2. We want centered data, so we look for a centered matrix K = HKH.

3. We want to preserve distances. For maximum variance unfolding the motivation is
to enforce this only locally

de(o(yi), ¢(y;)) = de(yi, y;)

for y;, y; which are nearby, e.g. if (y;,y;) € E in a k-NN or e-neighbourhood graph
built using the Euclidean distance.

4. We maximize the variance in the feature space by maximizing the pairwise squared
distances for y;,y; € Y with (y;,y;) ¢ E, i.e. data points further apart. From
Lemma 2.8 we know that

1 I .
N Y dilzi,2) =t (GY).
ij=1

So we maximize the trace of G = K.

Definition 2.20. Given a data set Y and a neighbourhood graph [Y, E]. The solution

of
N
max tr(K) s.t. Z Ki; =0
K esymmetric positive semidefinite =il

and if (y;,y;) € E, we have

dy (i, yj) = Kis — 2Kij + K

is called the mazimum variance unfolding (MVU) kernel matrix K.

Remark. One can formulate this problem as preserving the local geometry for each
point y; by dg(zj,xr) ~ de(yj,yk), where y;,y, are in the neighbourhood of y;, e.g.
(y’my]) € E7 or (ylayk) c L.

As seen, we can write the MVU problem as

st. Dij=db(yiy;)  if (yi,y;) €E
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This allows us to connect the MVU problem to distance matrix approximations.

Theorem 2.21. Let C C DM and [Y, E] be a weighted graph with weights d.,. If the
graph is connected, the following constrained optimization problems are equivalent:

i)

N
D
Dec £ i
7,7=1
such that
Dij = d2(yi, ;) if (yi,y;) € E
N

in ||D — D%|||; := mi ‘D-l_D.G

gleucl’ ||| H|1 Dmelg Z]Z:1 ] ij
such that

Dij = diy (i, y5) if (vi,v5) € E,
where Dg = dé(yi,yj) is the squared graph distance matrix for the edge weights
dy -

PROOF. Let D € C, then for all 1 <4,j < N and paths « in [Y, E] connecting y; = 7o
and y; = 7,41 the triangle inequality implies

S
\ Dij < Z \/ D%%H
k=0
S
= V(v et1)
k=0

= [l = ¢

In particular, this holds for the shortest path between y; and y;, i.e. D;; < d2(y;,y;) for
all 1 <14,7 < N. This gives

N N N
G _ » G

> Dy= > 5= 3 (Dy-5)

4,7=1 i,7=1 2,j=1

=constant

N
G
== ‘Dia‘ — Djj

ij=1

=~ D~ Dl .

Adding a constant to the objective does not affect contour lines, so the result follows. m
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Corollary 2.22. Let [Y, E] be a weighted graph with weights d,,. If [Y, E] is connected,
then D€ is the unique solution of

This shows, that the shortest path problem on a graph shows is equivalent to a (non-
Euclidean) variant of MVU.

Corollary 2.23. Let [Y, E] be a connected, weighted graph with weights dg(y;,y;).
Then

1. If Dg € EDM, then D¢ is the unique solution of the MVU problem from
Definition 2.20.

2. The problem from Definition 2.20 is equivalent to

in ||D—D
puin If clll

st. Dij = dy(yi,y;) if (yi,y;) € E

In general Dg ¢ EDM, even if Dy, € EDM for all data samples. If D¢ is arbitrarily
close to Dy in the sense of 77 it still does no imply Dg € EDM. Since for the purpose of
MDS we want an EDM approximation, the employed EDM-constraint is useful. Thereby
we can consider MVU as a regularized shortest path problem.

Note that MVU was originally motivated by preserving local distances only, while
maximizing the variance in the feature space for non-locally connected data points. But
we see, that global distances in the form of graph distances as an approximation to
geodesic distances are used implicitly.

Remark. Note that one can also put Isomap in this framework, it is implicitly using the
best EDM to D¢ in the sense of

puin [|H(D — De)H||F.

We now want to show an asymptotic result for MVU, for which first we need a technical
lemma and some notation.

We denote for a set S by R the set of real-valued functions on 5. The restriction of a
function f € RS to a subset S of S is denoted by f] 3
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Lemma 2.24. Let S be a set, ScS,CcRS, feRS and f €RS. Let |- be a
norm on R® and ¢,e > 0. If

I = Flgll < ce (48)
and
(I1-e)flg€eC (49)
then R . o
|F = f1s|| < @e+1flsl) e Vf € argmin||f - f
feC
PROOF.
IF=flsl < IF=Fl+I1F = flgl
Eq. (49) ~ ~
< N@+e)fls - fl+1f = flsl
< elflsl+2[f = flgll
Eq. (48)
< (Iflgll +2c)e

This proves what was to be shown.

Theorem 2.25. Let [Y, E] be a given connected graph, Y C M where M is a convex
and compact manifold. For the graph distance matriz De = [d2(y;, yj)]fj:l we assume
it holds for some & > 0 that

(1 — &), (vi,yj) < d2(vi,y;) < (1+ )3, (vi, y5)-

Then any solution D of the MVU problem from Definition 2.20 satisfies (with Dy =
(431 (i, yi))Tj=1)

1D = Dl < 3 I Dagll < 3(n diam(21))%,

where diam(M) = sup, yenr A (7, y)-

Proor. We use Lemma 2.24 with

e S:=MxM,S:=YxY,

. C::{fERS

[Fy)],,_ < EDM],

i,j=

e fi= d%w(’ ')7 f(yi;yj) = dZG(yivyj)a

]l = [l (v y) =1l
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o« c:= Dl

For the condition Eq. (48) of Lemma 2.24:

\F=rls| = D6 =Dl
= ivj [ (ir 97) — R (9, 95)|
i,j=1

: N
per assumption
2
< > edis(viryj)
ij=1

= e l1Darlll1
———

C

For the condition Eq. (49) we observe Dj; € EDM. Since EDM is a cone, it follows that
(1 —e)Dp € EDM so Eq. (49) holds. Lemma 2.24 then implies

|7 = fls| < @c+ 175l e =311 Dar e ¥f € arg min | f - F

feC
Therefore
1D — Dt <3|l Das[llr e
Additionally, we observe
N
IDaellle = Y dis(yiry))
ij=1

<n® max_di;(vi,y;)

= 1<igeN e

< (ndiam(M))?.
This proves the theorem. [

In the context of the perturbation analysis, one can write this as
1D — Dullllr < 3p*N2¢, (50)

with & small enough.

Corollary 2.26. In the same context as in Corollary 2.19, if instead

¢ < (12V3) " (p/w) 2,

then Mazimum Variance Unfolding returns z1, ..., zx € R% satisfying
1Y S\ 2 18Vdp®
i >~ Qul ) < (51)
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PROOF. As in Corollary 2.19 we have
nQSQﬁfwﬁypwJ*d%@mywlSlwﬁﬁ
Together with Eq. (50) and using Holder’s inequality we get

ID = Darlla < 11D = Dar| 12 11D = Darlllli/? < V12p/EV3pNVE = 6N €.

The conditions of Corollary 2.18 are met under the assumed bound on &, from which the
results follows. -

MVU ALGORITHM

Given:  data set Y (can be modified to work with distance matrices)
Output: data set embedding in p dimensions

build a neighbourhood graph [Y, F]

use semidefinite programming to solve the MVU problem from Definition 2.20 to
obtain K

[V, Ay] = EVD(K, p)

1
return A2z VpT

For P,Q € RN*N symmetric, a semidefinite programming (SDP) problem would be

N
(P,Q) =Y pijaij
4,j=1

s.t. (Ci, Q) = by,

where C;, 1 <i < N, be N symmetric matrices and b = [by,...,by]T € RY. Semidefinite
programming is concerned with solving such semidefinite problems, Appendix D. There
exist good solvers for these types of problems, if the problem size is not too large, i.e. in
our setup a couple of thousand data points.

min
@ positive semidefinite matrix

In MVU we have

P=—T
Ci = Ch
bi = Dk,ja

where the double index (k, j) is 1-1 mapped to the single index ¢, and the binary matrix
C; has only non-vanishing entries at (k, k), (5,7), (k,j) and (j, k) if (y;,yx) € E. Under
the MVU setting the SDP has a non-empty feasible set, i.e. has a solution, since the
centering Gram matrix is in the feasible set.
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2.2.5. Spectral Clustering

with W a weight matrix for the graph, i.e.
Wij=0  if (yi,y5) ¢ E,
Let us now have a close look at neighbourhood graphs in general. We consider [Y, E] as

an undirected graph, where (y;,y;) € E if the two data points are “nearby”. The weights
we now organize in the weighted adjacency matrix:

W= [wjk]é\,[k:h

where so far we used a distance measure, i.e. in Isomap, Kernel MDS or MVU. In the
following we focus on a similarity measure instead as edge weigths. One extreme choice
for the weight matrix is the adjacency matrix, i.e. entries 1 or 0. We will see that a
somewhat natural choice is the Gaussian kernel, which in this context is also often called
the heat kernel,

_ a2
o Jexp () for () € B
=
! 0 otherwise.

The degree of a vertex y; € Y is
N
Djj = > Wik,
k=1
and the degree matrix is D = diag(dy,dy).

With that we define L := D — W the unnormalized graph Laplacian. Observe that
self-edges, e.g. diagonal elements of W, do not change L.

Theorem 2.27. The matric L = D — W satisfies the following properties:

1. For any f € RN it holds

1 N
> wij(fi = f5)?

ij=1

fTLf =

N |

2. L is symmetric positive semi-definite

3. The smallest eigenvalue of L is 0, the corresponding eitgenvector is the constant
one vector 1

4. L has N non-negative, real-valued eigenvalues 0 = A1 < Ao < ... < Ay
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PROOF.
1) we have

N N
FILf=fTDf — fTWF=>"f2di = > fifjwi

i=1 ',j—l

N

(Z d_zzfzfjw23+2fj )
=1 J=1

N 5,j=

=5 2

l\.’J\»—l

l\.')M—t

2) D,W are symmetric, therefore L as well, positive semi-definite follows from 1) 3)
obvious from the definition of D via W 4) follows from 1) to 3)

Theorem 2.28. Let [Y, E| be an undirected graph with nonnegative weights. Then
the multiplicity k of the eigenvalue 0 of Lequals the number of connected components
Ay, ..., A in the graph. For L the eigenspace of eigenvalue 0 is spanned by the
indicator vectors 14,,...,14, of these components.

PROOF. See e.g. | ].

Motivated by the theorem one can use graph Laplacians for clustering. Clustering aims
to segment data into subsets, the so called clusters. Data objects within each cluster
should be more closely related to one another than objects assigned to different clusters.
The basic and very frequently used clustering algorithm is k-means.

k-MEANS ALGORITHM

Given: data set Y, number of clusters k
Output: £ clusters which segment the data

pick randomly k points as cluster centers
do
For each data point determine closest center and assign to it.
For each cluster determine new cluster center by the coordinate-wise average
of all data points assigned to a cluster.
while assignments do change

Spectral clustering is then an approach that uses k-means on the eigendecomposition.
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SPECTRAL CLUSTERING ALGORITHM

Given: L or Ly, number of clusters k
Output: clusters Ay, ..., A; of indices.

Compute the first k£ smallest eigenvectors uq,...,ur of L or L,y
U= [ul,...,uk]
fori=1,...,N do
‘ y; = i-th row of U /* y; € R¥ x/
end
Cluster the points {y;}i=1,.. n with the k-means algorithm.
return the result of the k-means algorithm

An explanation of spectral clustering is based on random walks on the similarity graph.
The transition probability p;; of jumping in one step from the vertex y; to the vertex y;
is proportional to the (edge) weights w;; and is given by
. Wi
Pi="a,
The transition matrix P = [Pz’j]gjﬂ of the random walk is thus defined by
P=D"'W.

If the graph is connected and non-bipartite, the random walk always possesses a unique

stationary distribution m = [m,...,7N]", where
o dii
" Vol(Y)’

We introduce a normalized graph Laplacian called the called random walk graph Lapla-
cian:

Lw=D'L=I-D'W=1I-P

and observe that
Lywu=Au<= Pu=(1-M\u.

and
Liwtu = Au <= Lu = ADu

Theorem 2.28 also hold for L,y in the same way.

One can express many properties of a graph [Y, E]| with P, see e.g. | ].
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Note that a different normalized graph Laplacian is the symmetric one
Leym = D™Y2LD™Y2 = [ - D712wD~1/2,
One can easily see

Liwu = \u < Lsymeéu = )\Dféu

It can be seen, see | | for reasoning and references, that the unnormalized graph
Laplacian can lead to “bad” behavior, e.g. no convergence or completely unreliable results.
Therefore one usually prefers the normalized graph Laplacian.

Clustering can be viewed as finding a graph partitioning such that the edges between
different groups have very low weights and edges within a group have large weights. Or
in probability, it is likely that the random walk stays inside a cluster, but unlikely that a
random walk moves between clusters.

There are different ways to measure the quality of a graph partitioning. We use the
so-called normalized cut

Ncut(Ala ey Ak) =

where

and A is the complement of A.

Theorem 2.29. Let [Y, E] be a connected and non-bipartite graph. Assume that we
run the random walk (X)ien starting with Xo in the stationary distribution w. For
disjoint subsets A, B C'Y we denote

PB|A)=P(x1€B|xpecA).

Then

New(A, &) = = (P(A| A)+ P(A ] 4)).

DO | =
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PROOF.

P(xg € A,x1 € B) =Y P(wg=1i,21 =)

icA
jEB

=Y mipij
ieA
jEB

B Z di;  Wij
icA VOI(Y) dii
jEB

1

= Wi

Vol(Y) ; J
jEB

With this we obtain
P(xo €Az € B)
P(l’o € A)

1 Vol(A))1
Vol(Y); 71 \Vol(Y)
jEB
> icA Wij
_ jEB
Vol(A)

P(a:leB]aroeA):

With the definition of N, we see

Vol(4) © Vol(A)
:%(PMJAy+PM¢AD.

— 1
Ncut(Aa A) =35

(W%&A) W%&A»
2

This was exactly the claim of the theorem. [

This tells us, that when minimizing Neu; we look for a cut through the graph, such that
a random walk seldom transitions from A to A and vice versa. Spectral clustering can
be seen as an approximation to the graph partitioning problem, see e.g. | .

Now, one can rewrite the problem of minimizing Ny as (here for k = 2)

Vol(A) e A
5 Yi €
min fTLf subject to f; = Vol .
A V) gy e g
Vol(A) ¢

Df 11
fIDf = Vol(Y)
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This leads to a relaxed optimization problem with f; € R:

min fTLf subject to Df L1, fIDf = Vol(Y).
fERN

Substituting g := D'/2f gives

min g"'D™V2LD12g subject to g L DV?1,]g||> = Vol(Y).
geR

Noticing here Lgym and that D'/21 is the first eigenvalue of it, and Vol(Y) is constant.
This is in the form of the Rayleigh-Ritz theorem for eigenvalues. Therefore g is given
by the second eigenvector of Ley, and with re-substituting f = D~1/2g we see that f is
the second eigenvector of L,y or L. This can be generalized to k > 2 clusters using the
trace.

Laplacian Eigenmaps Now, consider a p-dim embedding X of Y, where the w;; are
the similarities for the data Y. Looking at Theorem 2.27 we aim to minimize

1 N

3 > wijllas — .

ij=1

If y;, yx are nearby their similarity weight wjy, is large, therefore ||z; — || should be kept
small. For wj small, i.e. y;,y; dissimilar, one does not care much about the distance of
the corresponding x;, zy.

Here a side constraint becomes X7 DX = I and in the end one can see to solve for the
first p smallest eigenvalues
LX = DXA

ignoring the one with eigenvalue 0.

This gives the approach called Laplacian Eigenmaps | | for

_ lyi—yel3 T E
C_)exp (=) if (y5,uk) €
Wik = .
0 otherwise

and solving (D — W)X = DXA.

This can be interpreted as
z = f(y),

with ||V f(y)|| small, so that points near y will be mapped to points near f(y). Note that
a map that fulfils this one average can be found via

arg min [ V()] dy.
1JM

HfHLQ(]V[):
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Observing Stokes’ theorem

| x.vn == [ awx)r,

we obtain

[ VIR ay = | (s ay
M M

with £(f) the Laplace-Beltrami operator,

L(f) = —div(grad(f)), fe C*(M).

The connection between L and £ can be further analysed | ]-

2.2.6. Diffusion Maps

We now consider the underlying Markov chain with transition matrix P and look at
different times ¢. Then the probability of going from y; to y; in t (time) steps is given
by the t-th power P! of P. Looking at P! at different steps will reveal structure of Y at
different scales, as can be seen in Fig. 2.7. The weights specify the local geometry of the
data and capture some geometric feature of interest. The Markov chain defines fast and
slow directions of propagation, based on the weights. As one runs the walk forward, the
local geometry information is propagated and accumulated.

With this view, so-called diffusion difference were defined by [ ; |. This metric

measures the similarity of two points as the probability of connecting paths between

them. )
(dbeinvi) =) Diwoy)= > |

yr€Y

t t
Py, — Py

Here P}, sums the probability of all possible paths of length ¢ between y; and yi. The
diffusion distance is small if there are many high probability paths of length 2t between
two points, where the path probability between w;, yr and yg, y; are roughly equal.
Alternatively, we write P} = p(yi, yx), i.e. treat p; as a kernel function. Then y; is close
to y; if the two kernels p;(y;,-) and p(y;,-) are similar, i.e. the two “bumps” around
y; and y; are similar. Since for increasing ¢ the kernels become wider, the points y;,
y; become more close in the diffusion distance D;. Unlike the geodesic distance, the
diffusion distance is robust to noise and topological shortcuts because it is an average
over all paths connecting two points. See Fig. 2.8 for an illustration.
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(b) t =64

Figure 2.7.: Heat diffusion at times ¢ = 8,¢ = 64 and t = 1024 over a set containing 3
clusters. Points in Y are ordered so that the first 300 roughly correspond to
the first cluster, the next 300 are in the second c luster and the last 300 in the
third cluster. A graph is built with Gaussian weights and the corresponding
random walk matrix P is formed. The left column represents the set, and
the color encodes the intensity of diffusion from a fixed given point, that is,
it corresponds to a given row of the corresponding power of P. The right
column is a plot of the transition matrices P®, P% and P19%*. At ¢t =8, the
set appears to be made of 3 distinct clusters. At ¢ = 64, the two closest
clusters have merged, and the data set is made of 2 clusters. Last, at t = 1024,
all clusters have merged. Note also that P'9%* appears to be (numerically)
of rank one, as we have the approximate equality pig24(z,y) = 7(y) for all
x and y. This example illustrates, that the very notion of a cluster from a
random walk point of view is a region in which the probability of escaping
this region is low. This simple illustration also emphasizes the fact that, in
addition to being the time parameter, ¢ plays the role of a scale parameter.
Taken form Diffusion Maps by [ ].
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Figure 2.8.:

Unlike the geodesic distance, the diffusion metric D, is robust to short
circuits. In the example above, points B and C are connected by a lot of
paths and therefore are close in the sense of D,,. On the contrary, because
of the presence of a bottleneck, points A and B are connected by relatively
few paths, making these points very distant from each other. Image taken
from [LafO4].
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If P! is symmetric, one obtains by multiplying out

2

Diyiy) = 3 (P Pl —2P4Pl; + Pl L)
YyLE€Y + v

=Py :P;k

2 2 2
= P’ — 2Pijt + ij
= P2t (i, i) — 2p2¢ (Wi, y5) + P2 (5, v5)-
Again we can connect a distance measure to kernels.

Reminder: For the graph Laplacian, we had the definitions

Laym=1—-D2WD"z
Liw=I1-D"'W
In general, to any reversible Markov process, one can associate a symmetric graph and
from a symmetric graph with nonnegative weights one can construct a reversible Markov

chain on the graph.

With that, we now introduce Diffusion Maps by Coifman, Lafon, 2004-2006, e.g. | ;
]. We consider a weighted graph [Y, E], where the weight function k(z,y) satisfies

o« k(z,y) = k(y,z)
o k(xz,y)>0
e k is positive semidefinite, i.e.
/Y /Y K(z,y)f(x)f(y) du(z) dp(y) = 0.
for all real-values bounded functions and where p(y) is a probability measure on Y.
From this, we obtain by normalization a Markov chain as follows: For all z € Y let
d@) = [ kla.y) du(y)

by a local measure of volume. We define

p(x,y) =
Surely p(z,y) > 0 holds, but p is not symmetric anymore. However, we have

/ p(z,y) du(y) = 1.
Y
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So p describes a transition probability of a Markov chain. We can define a diffusion
operator P, which preserves constant functions

Pf(x) = /Y p(2, ) (y) dply)

From e.g. | | one knows that there is a spectral theory for these kind of Markov
chains. In particular, the integral operator P defined on L?(Y) with the kernel

) ) dz)  k(z,y)
Pla.) = ple, ) [ 0] = —Ht)

is symmetric. Therefore, we have a spectral decomposition of the operator P, so it
holds

Plz,y) = Xidi(x)di(y),

>0

where under natural conditions p has a discrete set of eigenvalues and Ao =1 > A\ >
A2 > ... It can be seen ¢g = /7, with

d(y)
Jy d(z) du(z)

the stationary distribution of the Markov chain. This implies that p satisfies

p(z,y) =Y Abi(x)xi(v),

>0

m(y) =

where
dile) = 29 ) = s /).

()

In particular ¢o(x) = 1. The eigenvalues are as before. One can obtain analogous formula
for powers P! of P

Pz, y) = Aii(@)xi(y) (52)
120
The {¢;}i>0 form an orthonormal basis of L?(Y,du), consequentially the {y;};>o form
an orthonormal basis of of L? (Y d—”).

’om

For a fixed x, Eq. (52) can be seen as the orthogonal expansion of a function y — Py(z,y)
into the orthonormal basis {x;}i>0, where the coefficients of the expansion are the

{Aiitiso.
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Definition 2.30. We define the family of diffusion distances {D;}ien by
D} (,y) = lIpe(w,) = pe(W: 72y, a0

:/ (pt($,U)_pt(y7u))
Y

We define the family of diffusion maps {¥{}en1<s<n—1:

N1 (y)
Asba(y)

Vi(y) = : ;
Atbs (y)

where \;, ¥; come from Eq. (52), where we set W, := \I/iv ~2. Bach component A, is
called diffusion coordinate.

We now can connect the diffusion distance with the diffusion map.

Theorem 2.31. The diffusion distance Dy is equal to the Fuclidean distance in the
diffusion map space.

D (z,y) = | Te(z) — Te(y)ll3
= N (s(x) — ily))>.
i>1
PROOF. Inserting Eq. (52) into D; gives

2
D¥(z,y) = /(Zv $i(2) — Gily)) il >> d:éj;).

1>1 )

Multiplying out, exchanging integral and sum, and observing
<Xla X]>L2( du) - 5@]
gives

Di(x,y) = >N (vile) — ily))*.

i>1 m

Remark. One can define this alternatively using p and p; and their expansion into ¢;. In
that formulation it is easy to see

Dt(‘rv y) = ﬁ?t(xwx) - 21321:(55,,"9) +ﬁ2t(yay)

= Z N (i) = dily))*.
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Figure 2.9.: As noted \p = 1 > A1 > Ao > ..., so with increasing ¢ the number of
significant eigenvalues decreases for P?, as does the numerical rank. Image
from | ].

If we define for § > 0
5(6,t) =max{i € N | Xl > 6)\!}

then we have up to relative precision §

s(0,t) 2

Dy(z,y) = | D A (wi(x) — vi(y))?

i=1

Note that Coifman and Maggioni introduced a decomposition of these “probability
bumps”, the so-called diffusion wavelets | ]. To compress P! in this view, the
eigenfunctions at the beginning of the spectrum close to Ay = 1 have a low-frequency
content, while going down the spectrum the eigenfunctions become more and more
oscillatory.

Besides the manifold view, one can see the data as samples from the equilibrium distri-
bution of stochastic dynamical systems. These two views have different implications:

e when sampled from a manifold, we aim to recover the manifold structure regardless
of the data distribution

e when sampled from an equilibrium distribution, the density of the points is a
quantity of interest
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There is a (subtle) interplay between the statistics (in form of density) and the geometry
(in form of manifold structure) of the data set.

We considered so far isotropic weights, such as

K(x,y) = exp <—”x_y”2>

t

in Laplacian Eigenmap (LE). We now introduce a family of anisotropic diffusion processes.
We specify a parameter a € R, which specifies the amount of influence of the density.
In the end, the usual graph Laplacian normalization will be applied on a renormalized
graph with non-isotropic weights.

Consider a continuous situation, i.e. Y = M and we have a density ¢(z) of the points of
M. For a € R and a rotation invariant kernel

K(z,y)=h (d%’y)) ,

€
1. Let
ax(@) = [ K(.y)a(w) dy (53)
and form the new kernel
K
K@ (z,y) = — (5"’3)
QK('T QK(Z/)
2. Let
49@) = [ K@ y)a(y) dy 59

and apply the weighted graph Laplacian normalization to K(® and define the
anisotropic transition kernel

P (z,y) =

Theorem 2.32. Let P(Y) be the operator defined by
179 o) = /Y P (2, y) f(y)a(y) dy.

The eigenfunctions of P(%) approzimate the eigenfunctions of the following symmetric
Schrodinger operator

where ¢ = fq' .
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PROOF. See | , Appendix B] for the precise statement and proof. u

Three main cases are relevant

e «a = 0 gives the normalized graph Laplacian on isotropic weights. The corresponding
operator is

A
Ay — =g,
q

where for uniform densities the potential term vanishes. This fits with Belkin and
Niyogi, who, at least implicitly, considered this case. One can note, that in practice
a perfectly uniform density is difficult to achieve, or estimate. A non-constant
mode in ¢ will be amplified by %, therefore approximating the Laplace-Beltrami
operator on the manifold is unstable. But generally, the influence of the density is
maximal in this case.

e « = 1 approximates the Laplace-Beltrami operator by taking non-uniform densities
into account. Thereby, one is able to recover the Riemannian geometry of the data
set, regardless of the distribution of the points.

e o= % relates to Fokker-Planck diffusion. The operator is
Ay/q
A¢——l$.
V4
one can write this as

Va2 A
A<Z>—<H IH _;)Qﬁ,

If one assumes g = eV

which leads to the forward Fokker-Planck equation

dq
5= V(Vq+qVu),

where q(y, t) represents the density of points at position y and time ¢ for a dynamical
system satisfies

g = —Vu(z) + V2w,
where w is a d-dimensional Brownian motion. With this normalization one can
analyze such stochastic dynamical systems. See | | for more.

To use this for actual finite data, the integrals are approximated by finite sums, i.e. we go
to the empirical mean using the data y; which are sampled from the density ¢(z). This
gives for Eq. (53)

N - qi(yi) = G (yi) = Y K(yi, ).

N
=1
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Then we define the kernel as before:
K@ — _ K(yz: yj) )
a5 (yi) a5 (y;)
Thus for Eq. (54) we get
N N
7 = K(yi,y;)
N @) ) o d (i) = 37K ) [ = 30 e
2 ’ ; e (i) @5 ()

Hence, one has

Note: In the algorithm, one has

K (y;,y;)
(@) () /@ (3)

Due to the law of large numbers, the sums do converge to the integrals.

5(0) (01 ) —
p (y’M y ) - -
J \/d

to achieve a given precision with high probability, the number N of samples must

grow faster than £~17% where d is the intrinsic dimension of M. Regarding noise, the
approximation is valid as long as the scale parameter /¢ remains larger than the size of

the perturbation.

(GENERAL DIFFUSION MAPS ALGORITHM
Given: data Y, rotation invariant kernel K, a e R, pe N, t € N
Output: embedding X

K = [K(yi,yj)]%':l
Q = diag(K - 1)

K@) = (QY)'K(Q")™
D = diag(K® - 1)
P—D3K@®@pD-3

[Fp, Ap] = EVD(P,p+1)

_[ytE ytF3 t  Ept1
returnX—[)\QFI,)\gFl,...,)\pH i

Note that in

—d?(z
K(w,y) = exp (M) ,

we can also use other distance measures, e.g. use dg or the Dynamic Time Warping

(DTW)-distance.
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w w0 W D

Figure 2.10.: Curves in R3 (two helix curves and the trefoil curve) with some nonuniform
density. Although a natural ordering of these points is given by following
the curve, the points were given unordered. From left to right: original
curves, the densities of points on these curves, the embedding using the
graph Laplacian (o = 0), and the embedding using the Laplace-Beltrami-
approximation (« = 1). For the last case, the curve is embedded as a
perfect circle and the arc length parametrization is recovered, regardless of
the density of points on the original curves. The graph Laplacian tends to
generate corners at regions of high density. Taken from | ].
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2. Dimensionality reduction

2.2.7. Out of Sample Extensions

The embedding function f : R¢ — RP is only known point-wise, i.e. f(y;) = 2. Out of
sample extensions are needed for two reasons.

1. One gets new data y and does not want to do the eigenvalue decomposition again.

2. One has too many data for an eigenvalue decomposition and wants to use a subset
to compute the embedding and do 1. for the rest.

The common way to do this is the Nystrém-extension. Denote by v; ;. the i-th coordinate

of the k-th eigenvector of Kn = [k(y;, yj)]%’:l associated with the eigenvalue . The
Nystrom formula

NN
fren(y) = o > vk (y, vi),
i=1
where f, y is the k-th Nystrom estimator with /N samples.

The underlying theory of this stems from integral operators. A different view on the
Nystrom extension as from the standpoint of matrix completion, we can look at

A B\ N
GZ(BT c) M
N M

with N < M. The Nystrom extension implicitly approximates C' by BTA™'B. The
quality of approximation can be quantified by the norm of the Schur complement

|C — BYA7'B|.

To perform the Nystrom extension for the studied approaches, a data-dependent kernel
is used, see | | for examples.

2.2.8. t-SNE

A motivation for t-SNE | | are certain problems of distance preserving dimensionality
reduction algorithms for visualization of (different) structures.

Consider a set of points that lie in high dimensions but are from
e an intrinsicially two-dimensional curved manifold

e an intrinsicially ten-dimensional curved manifold.
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2. Dimensionality reduction

While one can model the small pairwise distances between data well in a two-dimensional
map in the first case, it becomes problematic to model pairwise distances in two dimensions
to approximate pairwise distances between points on the ten-dimensional manifold. There
are two main observations, relating to the curse of dimensionality.

e in ten dimensions it is possible to have 11 points that are mutually equidistant

« volume of a sphere centered on point y; scales as r¢

Pick any point y; in the first situation, then all others have the same distance to that
one in two dimensions, i.e. are on a circle around y;. But while this reflects the pairwise
distance to ¥;, one cannot respect the other pairwise distances among the remaining
points.

In the second situation, assume that some data are approximately uniformly distributed
in the region around g; on the ten-dimensional manifold. If one aims to model the
distances from y; to the other points in two-dimensions, one can observe the so-called
“crowding problem”: the area r? around xz; of the two-dimensional map is much smaller
than the volume r%! around y;. While an embedding can accommodate moderately
distant points of y; in the available area around z; it will be overcrowded.

Therefore one can aim for relaxing the distance preservation, in particular for visualization
of data in two or three dimensions.

t-SNE aims to address this by considering two distributions. One distribution p models
pairwise similarities of the input data Y, that can be empirically measured, and one distri-
bution ¢ models pairwise similarities of the corresponding low-dimensional points in the
embedding. The approach now minimizes the divergence between these two distributions
to compute a low-dimensional distribution and a corresponding embedding.

Now, given a set {y;})*, and a distance function d(yj, yx). One models the similarity of
y; to yx by the conditional probability that y; would pick y; as its neighbour, where this
is given by
~exp(—d(yj, yk)/207)

iz exp (—d(yj, 1) /203)
Thereby, neighbours are picked in proportion to their probability density modelled by a
Gaussian centered at y; with variance o;. This is at first non-symmetric, due to potentially
different o;’s. One uses instead of p(yx|y;) directly the following symmetrisation:

p(yrlyy)

. Pklys) + p(yilyr)
o 2N

In view of the second observation above, points that have a moderate distance from y;
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2. Dimensionality reduction

Low—-dimensional distance >

B

High-dimensional distance >

Figure 2.11.: Gradient of t-SNE as a function of the pairwise Euclidean distance between
two points in the high-dimensional space and low-dimensional data represen-
tation, respectively, from | |. Positive values of the gradient represent
an attraction between the low-dimensional datapoints, whereas negative
values represent a repulsion between the two datapoints.

will have to be placed in comparison further away in the two-dimensional map. This
gives the motivation for the t in t-SNE, namely using Student’s t-distribution with one
degree of freedom (i.e. the Cauchy distribution) in the lower dimensional case, which is a
probability distribution that has much heavier tails than a Gaussian.

B (S P O
S T a1+ o = P

t-SNE now computes points {z1,...,zy} that minimize the Kullback-Leibler divergence
between the distribution p for Y and ¢ for X:
Pjk
C(X) :KL(P\Q):Zijklogq%k. (55)
ik j

Lemma 2.33. The gradient of the Kullback-Leibler divergence between the distribution
p for'Y and the Student’s t-based joint probability distribution q for X 1is:

oC _
o 4> (P — qk) (@5 — k) (1 + [lo; — g |*)
o .
PROOF. Straightforward calculation, see | ]. ]

The bandwidth o; of the Gaussian that is centered over each high-dimensional datapoint
y; is unlikely to be constant for all points, since the density of the data is likely to vary.
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2. Dimensionality reduction

t-SNE has therefore a parameter, the determines o; such that it produces a probability
distribution P; over all of the other datapoints with a fixed perplexity that is specified
by the user. The perplexity is defined as

Perp(P;) = 2513,
where H(P;) is the Shannon entropy of P; measured in bits:

Hj(o) == p(yrly;)log p(ykly;)-
k

Given the perplexity parameter K, the root of H;(c) — log K determines o;.

The embedding X is computed with a gradient descent algorithm. Since the cost function
Eq. (55) is non-convex, the obtained solution depends on the initial proposal and the
parameters of the descent algorithm. Therefore it may be different for different runs of
t-SNE on the same data set. This is a drawback for reproducibility and interpretability
of the embeddings.

The computational bottleneck is the normalization over all N(N — 1) pairs of points
to compute pjj or gji. Therefore in | | an accelerated algorithm was introduced,
which computes an approximation to the gradient.

For pjj, one computes a sparse approximation by using the neighborhood N of the |3K |
nearest neighbors of y; for each point from Y. We redefine the pairwise similarities
between the points as

exp (—d(y;,yx)/207)
ZleNj exp (—d(y;,y1)/20%)

0 otherwise

if k e N
p(yrlyj) =

The nearest neighbor sets A can be found in O(K N log N) time by using a so-called
vantage-point tree on the input data | ].

For the g this is not possible, since the x; change during the optimization. Here, a
so-called Barnes-Hut algorithm can be employed | ]. Observing

o Ol =)
jk 7 )

with

7= 33 (0 = )

I m#l
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2. Dimensionality reduction

we can rewrite the gradient as:

oC _
o = 42k — i) (w5 — ) (1 + o — )™
J k

=4 (pjk — Gk Z (x5 — k)
p

=4 (Z(pijjk)ijZ(xj —xp) — Y an Ll — wk))
k k
=4 (Fattr + Frep) .

Here Fyy, denotes the sum of all attractive forces and F..;, denotes the sum of all repulsive
forces. Computing Fyy, can be done by summing over all non-zero elements of the sparse
distribution that was constructed earlier, this can be achieved in O(KN).

To compute F, efficiently in O(N) one employs the Barnes-Hut algorithm for particle
simulations in astrophysics or molecular dynamics. Consider three points x;, xy, and x;
with ||z; — zk|| = ||x; — 21| > ||z — 21||. The contributions of z} and z; to F., for z;
will be very similar. This can be exploited by constructing a quad-tree (in 2D) or octtree
(in 3D) for the estimate X, see Fig. 2.12, and deciding at each node, if the contribution
from its cell can be used in an aggregate fashion, see Fig. 2.13. In particular, of a cell
is sufficiently small and sufficiently far away from x;, the contribution to F., will be
roughly the same for all points in that cell. In such a case one uses

Neett@ cenZ () — Teenr),
with z. the center of mass of that cell, N, the number of points in that cell, and
_ A 2y—1
GjcenZ = (1 +[|v5 — zeen||”) -

Note that the tree can be built in O(N) time and the computation of the gradient in
depth-first traversal can be performed in O(N log N). See | | for details.
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A®

eB

@D

eC

E®

eoH

Figure 2.12.: A quad-tree for nine two-dimensional data points. Nodes in the graph
correspond to square cells in the space, where for each cell we store the

number of points inside and the center-of-mass of those points.

-
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Teell

—_— <
Hyi - yceHH2

A.‘ eD

3x

N @G

| @

Figure 2.13.: The Barnes-Hut algorithm performs a depth-first search on the embedding
quadtree, checking at every node whether or not the cell can be used as an
aggregate, depending on the size of the cell and the distance to z;. From

[ J
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2. Dimensionality reduction

2.2.9. Autoencoder

Autoencoder (AE) are special feed-forward neural networks, which consist of so-called
encoder layers, which perform the reduction step, and decoder layers, where vectors
from the low-dimensional space are mapped back to the high-dimensional space. In this
fashion, two parts are trained simultaneously: A dimensionality reduction architecture
and a high-dimensional vector reconstruction algorithm. Most of the material for the
lecture on the autoencoder is from the book | ], which is available also online.

Essentially, an AE is built from two maps:

1. An encoder E : R? — RP mapping from the original data space R? to the low-
dimensional embedding space RP with p < d and

2. a decoder D : R? — R% mapping into the opposite direction.

Then, the AE f is just the concatenation of both maps
f:=DoFE:RY— R
Therefore, the main question is how to build the en- and decoder.

In its most simple form, an autoencoder is just a fully-connected two-layer (feedforward)
neural network, where the hidden layer contains fewer neurons than the input layer.
Furthermore, the output layer has the same size as the input layer. In terms of the
dimensions p and d we assigned to the encoder E and decoder D, we have d input and
output neurons and p < d hidden neurons. See Fig. 2.14 for d = 6 and p = 2.

Encoder || Decoder
E:RY - RP D :RP — R

N N\

Figure 2.14.: An autoencoder with d =5 and p = 2.

The encoder can be simply written as

E(y) = ¢e(Wgy + bE)
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2. Dimensionality reduction

for a weight matrix Wg € RP*? 4 bias vector by € RP and an activation function
¢k : R — R which acts element-wise. Analogously, the decoder is

D(x) = ¢p(Wpx +bp)

for a weight matrix Wp € RI*P g bias vector bp € R?% and an activation function
¢op : R = R.

Popular activation functions are

1
1—e 2’

¢(x) := tanh(x) or ¢(x) = sigmoid(x) =

Nowadays, a commonly used activation function is the so-called rectified linear unit
(ReLU)
¢(z) := max(0,x).

The main idea behind autoencoders is related to the original idea behind the PCA of
minimizing the (Euclidean) distance between the original vectors and their reconstructed
counterpart, cf. (35). For AEs this translates to

f = arg min — Z lyi — g(wa)|I* = = arg. mln ~ Z lyi — D o E(ys)|>. (56)
g=DoE i=1 i=1

In order to learn the weights and biases of E and D, we minimize the distance between
data points and their reconstructions as given in (56), usually by using stochastic gradient
with backpropagation. In this way, we learn the encoder and decoder simultaneously.

If ¢p = ¢p = id, there is a clear similarity to the PCA minimization problem, which
searches for

arg min ZHyz — Wa; + b2
WeRIXP beR4,z; ERP N —

In the PCA formulation, we aim to minimize w1th respect to the low-dimensional data
points x;. In our autoencoder setting, they resemble the encoded inputs E(y;).

This simple architecture can be generalized by adding multiple layers to the en- and
decoder networks. Note that the term deep autoencoder is sometimes also used to describe
an architecture of several autoencoders chained together. Usually, the encoding layers
shrink in size monotonically until the stage of highest compression, while the decoding
layers grow in size vice versa. An example of a four-layer autoencoder with a two-layer
encoder and a two-layer decoder is depicted in Fig. 2.15.

The introduction of more layers, i.e. a deeper network, greatly enhances the capabili-
ties of autoeconders, as long as nonlinear activation functions are used. Besides fully
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2. Dimensionality reduction

Encoder | Decoder
E:RY 5 RP D:RP 5 RY

Figure 2.15.: A multilayer/deep autoencoder with d = 6 and p = 2.

connected networks, it is also possible to employ other types of networks within the AE
framework. For instance, when working with pictures, it is quite natural to use so-called
2d-convolutional layers followed by pooling layers in the encoder. The decoder is then
built out of convolutional layers and upsampling layers, which enlarge the image by using
bilinear interpolation for instance.

Comparing autoencoder to what we saw before for nonlinear dimensionality reduction,
one key advantage would be the easy treatment of out-of-sample data, one just passed it
through the network to get the latent variable. Note that if the latent variable space is
high-dimensional, one case use t-SNE or other dimensionality reduction approaches to
reduce the latent space to two or three dimensions for visual analysis and inspection.

On the one hand, deep autoencoder allow much flexibility in nonlinear dimensionality
reduction by varying the type and number of layers in the intermediate stages. On the
other hand, how to choose these is often not obvious. Further, too much capability of
the decoder and encoder pair is not always useful. One can imagine an autoencoder with
a one-dimensional latent space, but very expensive non-linear encoder and decoder pair,

which learns ’just’ a space filling curve.

A way to address this by regularization. Common are in particular three approaches,
where we use a general loss function L(y, f(y)).

Sparse Autoencoders

With Q a sparsity penalty on the encoding layer E one uses as the functional to minimize

L(y, g(y)) + Q(E).

Sparse autoencoders are typically used to learn features for another task such as clas-
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2. Dimensionality reduction

sification. The sparsity penalty could be the Li-norm or the top-K units. For specific
penalties a Bayesian interpretation is possible.

Denoising Autoencoders

Here one minimizes
L(y, 9(7)),

where ¢ is a copy of y that has been corrupted by some form of noise. The autoencoder
must now undo this corruption rather than simply copying the input.

Regularizing by Penalizing Derivatives

One can use
Ly, 9(9)) + Q(9),

with now )

0g) = A Y ¥ {ol)i P or 2(g) = A | 252

F
This enforces some smoothness of the learned function, i.e. it does not change much
when y slightly changes. This is also called contractive autoencoder.

2.2.10. Variational Autoencoder (VAE)

The lectures on the variational autoencoder are based on | ; ]-

As a different generative model successful for images are generative adversial networks
(GAN).

Note that there is a recent publication questioning some of recent results and observations
on VAEs | ].

2.2.11. UMAP

UMAP (Uniform Manifold Approximation and Projection) [ ] is constructed
from a theoretical framework based in Riemannian geometry and algebraic topology.
The UMAP algorithm is competitive with t-SNE for visualization quality, and arguably
preserves more of the global structure with superior run time performance.
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But, observe the article "Initialization is critical for preserving global data structure in
both t-SNE and UMAP" | | and notice that the research on and understanding of
t-SNE and UMAP is still ongoing.
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A. Numerical Linear Algebra

Definition A.1 (Singular Value Decomposition). If A € R™*" is a real matrix,
there exist two orthogonal matrices

U=ui,...,up] € R™™, V=v,...,v,] € R"

such that
A=UXV", with ¥ = diag (01,...,0,) € R™*" (57)

and 01 > 02 > ... > 0p, for p = min(m,n).

The o; are called singular values, the u; are called left singular vectors, and the v; are
right singular vectors.

Theorem A.2 (Schmidt-Eckart-Young). Given a matrix A € R™*™ of rank r,
the matriz

k
A = Z oiuvy 0<k<r, (58)
i=1

satisfies the optimality property

IA = Akllp = min JA-Blp=,| > of. (59)
BeR™*" =kl
rank(B)<k

A similar result holds by considering the 2-norm instead of the Frobenius norm: for any
0 < k < r, the matrix Ay defined in Eq. (57) is also such that

||A—Ak||2 = min HA—B”2 = o + 1. (60)
BeR™*n rank(B)<k
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B. Differential Geometry

Definition B.1 (Smooth Mapping). Let X C R¥ and Y C R! be non-empty sets.
A mapping f : X — Y is called smooth mapping if “all partial derivatives exist and
are continuous”.

Definition B.2 (Diffeomorphism). Let X C R*¥ and Y C R! be non-empty sets.
If a bijection f : X — Y and its inverse f~! : Y — X both are smooth, then f is called

a diffeomorphism (differentiable homeomorphism) and X is said to be diffeomorph to
Y.

Definition B.3 (Manifold). Let M C R" be non-empty. Assume that for all x € M
there exists an open set W C M, with z € int W, s.t. W is diffeomorph to an open
set U C R¥. Then M is called a k-dimensional smooth manifold.

A diffeomorphism g : U — W is called a parametrization of W, its inverse h(= g~1) :
W — U is called a coordinate mapping. The pair (W, h) is called a (local) coordinate
system, or a chart, of M.

M
w
x

An x € W has coordinates h(x) = [h1(x), ha(X), ..., hm(x)]. We constrain ourselves to
simple manifolds, i.e. only one coordinate system.
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Definition B.4. A function f on an open set V' C M is called differentiable (smooth)
if f o h~! is differentiable on h(V N M) = h(V) for the coordinate system (M, h). At
x € V the derivative of f is the linear mapping defined by

fx+th) - f(x)

, h € R¥,
t

=l

which can be represented by the matrix

[95x) Lk
dfx_[ Oz, ‘|i,j:1

Definition B.5 (Tangent space of a point on a manifold). Let M C R™ be a
k-dimensional manifold, U C R¥ be an open set, and g : U — M be a parametrization
of the neighbourhood g(U) C M. Assume p € M, u € U and g(u) = p. The image
of the linear transformation dgy is called the tangent space of M at p.

TpM := dgu(R¥).

A vector in Ty M is called a tangent vector.

Note that the set {5%‘71, ey (987’;} is a basis for T, M and can be represented by the basis
matrix .
m,
99 _ [091']
Ou ou; =1

A tangent vector at p has the form

k
B Og Oy
Xp = ;alam = a—ua.

Now assume f is a function on M, which has a smooth extension on an open set O of R™,
s.t. M C O. The composite f o g is a function on R¥, but f can also be represented as a
function of the coordinates u, say F'(u), of course f o g(u) = F(u). Then the directional
derivatives of F' in the direction @ € R* can be given by

0f oyg
oa

o,
ou

:dfp

Riemannian metrics

Now let M be a k-dimensional manifold and T, M the tangent space at p € M. g is a
parametrization of M and (W, h) is the coordinate system on M. g defines a basis for

147



B. Differential Geometry

TpM as before, represented by g—ﬁ. The metric G4(p) is defined by

Gy(p) = (((;gl)T (gﬁ) , pE M.

G, (p) is a positive semidefinite matrix, it is called Riemann metric on M. Take two

tangent vectors x,y € Tp,M, x = g—lgla_c', y = g—ﬁgj, then their inner product is defined by

(x,y)p =7 G(p)y (61)

and their norm by
|x]|p = 7" G(p)Z. (62)

Definition B.6. Let M be a k-dimensional manifold with the metric G,4(p) and
defines for each pair of tangent vectors Appendix B the inner product. Then M is
called a Riemannian manifold and is denoted by (M, g) or (M, G).

Often one chooses isometric parametrizations so that G4(p) = I4.

Definition B.7 (Geodesic Distance). Let M be a connected Riemannian manifold
and v C M is a curve on M with the parametric equation

7= [r1(2), ... 7’7m(t)]T7 t € la,b].

Then the length of the curve v is defined by

b
ol = [ 1o a.
The geodesic distance dyy is defined by

dulx,y) = inf [l

v(a)=x,
v(b)=y
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C. Neighbourhood Graph

Definition C.1 (Undirected Graph). Let V be a given finite set. An undirected
(or simple) graph G is an ordered pair [V, E] so that the elements of E are 2-element
subsets of V. The elements of V' are called vertices, nodes or points of the graph, and
the elements of E are called edges or lines of G.

The number of edges that connect a vertex x is called degree. The set of all vertices
that are connected to a vertex x is called the neighbourhood Ng(x) of x. We use

x ¢ Ng(x).

We can use an adjacency matrix to represent the edge set in a graph G = [V, E]

s 1, if (vi,vj) € Eor (v;,v;) € E
7] 0, else.

A weight matrix is a generalization where each edge has a non-zero weight.

e-neighbourhood
Let Y be any data set. y’ and y’ are connected if and only if da(y?, y?) < e.

o Distances between all connected points are of roughly similar size.

o If € is small, weighting the edges does not “really” absorb more information about
the data into the graph.

This graph is also called r-ball graph graph, for e = r in the above.
k-nearest neighbours graph
Vertex y* is connected to y’ if y/ is among the k-nearest neighbours of y* (w.r.t. dg).

o Ignore directions of edges, if (y', y/) € F also add (y’,y*). (k-nearest neighbourhood
relationship is not symmetric.)

e The alternative would be: Only connect y* and y’ if k-nearest neighbours
relation holds in both directions to begin with.

149



C. Neighbourhood Graph

Here weighting the edges by the similarity of the edges can be useful.

Adaptive neighbourhood graph
For a constant ¢ > 1 we define the c-neighbourhood of a point y* € Y by

Ne(y') =4y €Y\ {y'} : do(y',y/) <¢_min do(y',y*) ¢
y*eY\{y'}
Then two vertices y’, y’ are connected if either y* € N.(y?) or y/ € N.(y*). Weighting
can again be useful.

Fully connected graph

All point pairs with positive similarity are connected and weighted by similarity, e.g. by
Gaussian similarity function S(y*,y’) = exp(—0.5da2(y*,y?)?/o?), where o controls the
width of the neighbourhood.
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D. Semidefinite Programming

Let P and Q be two N x N symmetric matrices which are considered as vectors in RY .
We define their inner product by

N N
P-Q=> > PiQi
i=1j=1

Thus, P is a functional on the Euclidean space RY ’ Let C;, 1 <1¢ < 'm, be m symmetric
matrices and b = [by,...,by]" € R™. The following optimization is called a semidefinite
programming (SDP) problem

minimize P-Q
Q= 0.

Observe, that the collection of psd matrices is a convex set in RY * and each constraint
is a hyperplane in RY *. Assume that {Cy,...,C,,} forms a linearly independent set in
RN, Then the intersection of the hyperplanes C; - Q = b;, 1 <1¢ < m denoted by S, is
an (N? — m)-dimensional affine space.

The SDP-problem can be seen as finding the minimal value of the linear functional P - Q
on the intersection of the convex set Q = 0 and the affine space S,,. It can be that no
psd matrix fulfills the constraints. If the set of matrices which fulfill the side constraints
is non-empty we call the SDP feasible.
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D. Semidefinite Programming

Acronyms

AE Autoencoder

CMDS classical multidimensional scaling
cpsd conditionally positive semidefinite
CV cross-validation

DTW Dynamic Time Warping

ECG electrocardiography

EDM FEuclidean distance matrix

EEG electroencephalography

EVD eigenvalue decomposition

i.i.d. independent, identically distributed
k-NN k-Nearest Neighbour

LE Laplacian Eigenmap

MDS multidimensional scaling

MVU maximum variance unfolding
ONB orthonormal basis

PCA principal component analysis

PDE partial differential equation

psd positive semidefinite

RBF radial basis function

RKHS reproducing kernel Hilbert space
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R&D research & development
SDP semidefinite programming
SVD singular value decomposition

SVM support vector machine
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Index of key definitions

C

centered Gram matrix, 93

centering matrix, 93

collocation, 42

completely monotone, 48

configuration, 92

conditionally positive semidefinite
of order m, 47

curse of dimensionality, 85

curvature, 100

D

degrees of freedom, 85
diffeomorphism, 146

diffusion coordinate, 127

diffusion distance, 127

diffusion maps, 127

Dirichlet boundary value problem, 42
distance matrix, 93

E

Euclidean distance matrix (EDM), 92

empirical f-risk, 60

empty space phenomenon, 85
exact configuration, 94
expected f-risk, 60

extrinsic dimension, 83

F

feature map, 106
feature space, 6
fill distance, 32

G
Gaussian process, 72
geodesic distance, 148

154

graph, 149
€ neighbourhood, 149
k-nearest neighbours, 149

graph distance, 98

graph Laplacian
unnormalized, 116

H

Hadamard product, 10
heat kernel, 116
Hermite-interpolation, 43

1

interior cone condition, 38
intrinsic dimension, 83
intrinsic dimensionality, 85
Isomap, 98

K
kernel, 2
positive semidefinite, 9

L
latent variables, 85
loss function, 56

M
manifold, 146
Riemannian, 148
maximum variance unfolding (MVU),
110
Mercer’s theorem, 20
multidimensional scaling (MDS)
classical, 94
kernel, 109
m-~unisolvent, 47



INDEX OF KEY DEFINITIONS

N

native space, 14

P
power function, 25

principal component analysis (PCA) ,

86
kernel, 109
nonlinear, 107
principal components, 90
nonlinear, 107

R

radial basis function (RBF), 3
reach, 102

regularization operator, 64
reproducing kernel, 14
reproduction equation, 13
reproducing kernel Hilbert space

(RKHS), 15
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S
sampling inequality, 33
Schur product, 10
semidefinite programming, 115, 151
singular value decomposition, 145
smooth mapping, 146
spectral clustering, 118
support vector machine
hard margin, 79
soft margin, 79
symmetric kernel, 2

T

tangent space, 147

tangent vector, 147
Tikhonov-regularization, 60

U
uniformly stable local polynomial
reproduction, 37
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