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Abstract

Kernel based methods have become popular in a wide variety of machine learning tasks.
They rely on the computation of kernel functions, which implicitly transform the data in its
input space to data in a very high dimensional space. Efficient application of these func-
tions have been subject to study in the last 10 years. The main focus was on improving the
scalability of kernel based methods. In this regard, kernel function approximation using
explicit feature maps have emerged as a substitute for traditional kernel based methods.
Over the years, various advancements from the theoretical perspective have been made to
explicit kernel maps, especially to the method of random Fourier features (RFF), which is
the main focus of our work. In this work, the major developments in the theory of kernel
function approximation are reviewed in a systematic manner and the practical applications
are discussed. Furthermore, we identify the shortcomings of the current research, and dis-
cuss possible avenues for future work.

Keywords Kernel - Approximation - Explicit feature maps - Kernel function - Theoretical
guarantees - Random Fourier features - Classification

1 Introduction

Kernel functions are crucial part of kernel based classification, regression and clustering
tasks. Learning algorithms have successfully used the powerful concept of kernels in vari-
ous applications (Chang and Wu 2015; Lee et al. 2004; Wang 2012). The major develop-
ments in the area of kernel based learning have focused on improving the empirical per-
formance of learning algorithms, providing theoretical guarantees, improving scalability
and demonstrating their applicability in various kinds of modern data. The focus on scal-
ability has resulted in the merging of ideas from different areas like numerical linear alge-
bra, functional analysis and approximation algorithms. Approximation methods have been
traditionally used to improve the time complexity, while compromising on quality of the
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end result. Ideas such as these have also been useful in developing scalable kernel methods.
It is the aim of this work to track all the major developments in the area of kernel function
approximation.

In Sect. 2, a basic introduction to kernel functions and kernel function approximation
is provided. The theoretical developments in shift invariant kernel approximation, in par-
ticular RFF are descibed in detail in Sect. 3. In Sect. 4 the important works in dot product
kernel approximation are described. In Sect. 5, summarization and comparison of all past
reasearch in kernel function approximation is provided. Apart from the theoretical advance-
ments, many practical uses of kernel function approximations have been developed, which
are discussed in Sect. 6. In Sect. 6, we also provide some comparison experiments regard-
ing kernel function approximation and learning accuracy. Finally the open problems and
possible directions of future research in this area are discussed in Sect. 7.

1.1 Main contributions
The main contributions of this paper are as follows:

e Discussion and analysis of the major advances in the theory of kernel function approxi-
mation.
Review of practical applications in which the recent advancements have been used.
Experiments on kernel function approximation error and learning performance of shift
invariant kernel approximations.

e Discussion on some of the open problems and possible directions for their solutions.

An overview of the kernel function approximation advancements discused in this work
is given in Fig. 1. The theoretical results of past research that are discussed in this work
mainly focus on improving the entry-wise errors, time to apply kernel map, learning
guarantees and bounding the number of parameters of the approximations. We also delve
into the practical applications such as deep learning, kernel principal component analysis
(KPCA), kernel ridge regression (KRR), kernel clustering and online learning. The experi-
ments provided in this work also provide some insight into the effect of kernel approxima-
tion accuracy and learning performance.

2 Preliminaries

Throughout the text, boldface variables in capital letters denote matrices, and boldface vari-
ables in small letters denote vectors. The input matrices are of the object-feature (Mahoney
2011) type, where information about objects are described by the features. An example
of such a matrix is a list of patient records in which the features like height, weight, age,
symptom1, symptom?2, ... of each patient is stored along the columns, and each row holds a
particular patient’s record.

2.1 Notations
X denotes the input matrix of size n X d, where n is the number of rows and d is the num-

ber of columns. x; ; denotes the entry in the ith row and jth column. k is the kernel function
that computes the inner product between vectors in the feature space. The notation (X, y)
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Fig.1 Apsects of kernel function approximation discussed in this work

denotes the inner product between two vectors X and y. K is the kernel matrix containing
the inner products between all the n points of the input matrix, in the feature space,

K € R™. |x| is the Euclidean length of vector x € R", where |x| = 1/X ", x;]>. The

Frobenius norm of X is defined as [|X||z = 4/ Z:.':l Zf:l IXiJ|27 and spectral norm is defined

as 0,,,,(X), the maximum singular value of X . Any matrix A € R™" is positive semi-defi-
nite if its eigen values are non-negative or if Vx € R”, xTAx > 0. L, (X) denotes the space
of functions that map X to either R or C, where ||-||, <oo. For example,
LX): {f:X>RorC: |f]l, <o}

2.2 Kernel functions

Let ¢ be a mapping from the input space to a very high dimensional space, F. Very high
computational costs are incurred by applying ¢ directly on the data points. In addition sup-
pose we wanted to compute (p(x), ¢(¥)). A kernel function (k) can be used to perform the
computation of dot products between the data points in F without explicitly computing
¢(x) and ¢(y), for any two data points x and y as shown in Eq. 1.
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k(x,y) = (¢(x), () r 1)

An important theorem that relates kernel functions and a Reproducing Kernel Hilbert
space (RKHS) is the famous Moore-Aronszajn theorem (Aronszajn 1950). It states that for
any positive definite kernel, there exists a unique RKHS. Positive definite kernel functions
could also be related to integral operators via Mercer’s theorem. It states that any positive
definite kernel can be written as a combination of the eigenfunctions and eigen values of
integral operator, 7,f(-) defined using k as follows.

Tif () = /k(-,X)f(X)dX
X

Here X is any compact subset of R", f(:) € L,(X).
k(x,y) = Y Ay w(y)
i=1

where 4; represents the eigen values of 7) and y; represents the eigenfunctions of 7.

There are basically two kernel functions of interest: shift invariant and dot product kernels.
This categorization is based on the effect of translation on the kernel function. Shift invariant
kernels are invariant to translation, whereas dot-product kernels are not invariant to translation.

2.2.1 Shift invariant kernels

Any kernel function k whose value depends only on the difference between the input vectors is
called a shift invariant kernel.

k(x,y) = k(x—y)

Some of the commonly used kernels that fall under this category are described below.
Gaussian kernel: It estimates the distance between two vectors by using a Gaussian function
with width (standard deviation) o.

KX, y) = e 2 2)

Matern kernel: For a smoothness parameter «, the Matern kernel is defined as follows

(Eq. 3).
2 “ /2
k(x,y) = ;<ﬁllx—}’|l) J,,(ﬁllx—yu) )

2-1T(@)\ 0 0

Here J, denotes a modified Bessel function of the first kind of order @ and I" denotes the
Gamma function.

Laplacian kernel: 1t is a radial basis function kernel given as follows (Eq. 4). Here o is the
width (standard deviation) of the kernel.

—lx=yll

kx,y)=e < )
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2.2.2 Dot product kernels

A kernel function whose result can be written as the dot product between the input vectors
is called a dot product kernel. Some of the commonly used kernels that belong to this cat-
egory are described below.

Linear kernel A linear kernel linearly scales one vector with another (Eq. 5).

kx,y) =x"y+c¢ (3)

A bias or shift, ¢ is also sometimes added to the result.
Polynomial kernel It computes a degree g polynomial of the dot product of two vectors
x and y as shown in Eq. 6.

k(x,y) = (x"y + ¢) (6)

The constant ¢ can be incorporated into the vectors and the equation simply becomes
k(x,y) = (x'"y').
Sigmoid kernel This kernel function uses the tanh function (Eq. 7).

k(x,y) = tanh(mx"y + ¢) 7

where m and c are the slope and intercept terms respectively.

2.3 Kernel matrix

The kernel matrix, K € R™" contains in its (i, j)th entry, the result of k(x;, Xj). Any kernel
k satistfying Eq. 1, must have the property that its kernel matrix K is positive semi-definite
(PSD). The kernel matrix can be used to determine the quality of the kernel function. Vari-
ous metrics such as regularized risk, hyperkernels, negative log-posterior and feature space
based kernel matrix evaluation measure were proposed in order to empirically measure the
quality of the kernel.

2.4 Need for kernel approximation

Kernels are powerful techniques that have been used successfully in various applications of
machine learning. Kernel functions are used to transform the given data to a high dimen-
sional space, making it amenable to the effective application of learning algorithms such
as classification or regression. Kernel functions are applied on all pairs of data points to
obtain the kernel matrix K. Kernel based methods are not scalable because of the time
required to map n points using a kernel function scales as O(n?). In order to address this
scalability issue, two main ideas have been explored in the literature of kernel based learn-
ing. The first idea deals with kernel matrix approximation, which is not discussed in this
work. The previous works in this category used sampling (Williams and Seeger 2000;
Drineas and Mahoney 2005; Cohen et al. 2015; Musco and Musco 2016) for approximat-
ing the kernel matrix. The second idea deals with the approximation of the kernel function,
which is the topic of this work.
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2.5 Kernel function approximation

The summary of some of the most important research done in kernel function approxima-
tion are shown in Fig. 2. The methods shown in this figure are the major algorithmic devel-
opments in the area of kernel function approximation.

First we define the problem of kernel function approximation.

Definition 1 (Kernel function approximation) Given a kernel function f : {x,y} -» R
foranyxeX,ye Y, X, Ye R"™_find an f such that the following is satisfied.

f = argminylf - glI?

The quantity ||f — g||> = /a h(f(x) — g(x))? is nothing but the inner product of function
f — g with itself. Here [a, b] is any interval in which fis continuous.

The approximate function f while being faster to compute must maintain guarantees
with respect to quality. Bochner’s theorem is a fundamental result that has been instrumen-
tal in bringing about novel ideas in the area of kernel function approximation.

3 Approximating shift-invariant kernels and RFF

In this section a key theorem in approximating shift-invariant kernels and the current
research on RFF are discussed. In Sect. 3.3 we discuss the implications of changing the
sampling distribution for approximating shift-invariant kernels and in Sect. 3.5 we discuss
the implications of adding data-dependency.

Bochner’s theorem is an important theorem that forms the building block for shift-invar-
iant kernel approximation. A function f : X X X — R is positive definite if for any real

Kernel function approximation

v v

Shift invariant kernels Dot product kernels

Random Maclaurin

— RFF(Rahimi and Recht, 2007) — (Kar and Karnick, 2012)

— Fastfood (Le et al., 2013) Tensor Sketching

(Pham and Pagh, 2013)

| CRAFTMaps
— Structured Random matrices (Choromanski et al., 2017) (Hamid et al., 2014)

— OREF, SOREF (Felix et al., 2016)

— QMC (Avron etal,, 2016) L SRF (Pennington et al., 2015)
— Ridge leverage score function based (Avron et al., 2017)

— Gaussian Quadrature (Dao et al., 2017)

— Quadrature and structured matrices based
(Munkhoeva et al., 2018)

Fig.2 Research in kernel function approximation
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numbers x;, X,, ..., X,, the matrix obtained by applying f on the difference between all (n?)
pairs of points is positive semi-definite.

Theorem 1 (Bochner’s theorem) Any continuous real valued function f is positive definite
if and only if it is the Fourier transform of a positive measure.

-lloli2

Consider the Gaussian kernel, K(x —y), and let p(w) = —L __e7 be its Fourier

(v2r)
transform. Then by Bochner’s theorem, p(w) is a positive measure, and a probability distri-
bution. Denoting F~! with the inverse Fourier transform operator, we have:

—lx-yll

K(x,y) = e 27
=F ' (p(®))

= / p(m)ejwr(x_”dw
R4

= E, [z(¥)z(y)*|

The last equation implies that z(x) is an unbiased estimator of K(x,y), and for z(x) = e’
this is true.

Rahimi et al. (2007) proposed an explicit feature map, called RFF. It is the idea of
explicitly mapping the data points to a low-dimensional space with the objective of approx-
imating a shift-invariant kernel, k. This map is a direct consequence of applying Bochner’s
theorem. For any two points x and y, X,y € R?, an explicit mapping function z is applied,
such that the following is true.

K(x,y) = E,[z(0) 2(y)] ®)
The following formulations of z can be used.

2(x) =[cos(@”x + b)] ©

2(x) =[cos(@”x) sin(®”x)] (10)

where @ € R? b € RY, ® ~ p(w), b ~ N(0,27). Interested readers are referred to the work
of Sutherland and Schneider (2015) for details on comparison of the two formulations
(Egs. 9 and 10) in terms of error of kernel approximation. A different formulation Eq. 11 of
RFF map, z was used by Avron et al. (2017). Here, j = \/—_1

2(x) = e’ a1

3.1 Bias and variance

The values returned by Eqs. 9, 10 and 11 are all scalars. In order to reduce variance of the
approximation, one can resort to sampling m random vectors from the Fourier transform
of the kernel function, p(®) and stacking these m vectors to construct the features vector,
z € R?. We refer to the parameter m as the kernel mapping parameter. The resulting maps
are given below.
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cos(@]x +b,)

2
Z(x) =/ — (12)
m cos(@’'x +b,,)
[ cos(@] x) 1
sin(@! x)
z(x) =\/g (13)
cos(@” %)
i sin(a);/zx) |

—2rjo! x

e
z(x) =[5 - (14)
2m e—27rjw;’,;x
RFF formulations and kernels

The kernel defined by the first formulation of RFF (Eq. 12), denoted by Kgpp is
given as follows (Eq. 15).

1 m
Ky = — 3 cos(@] (x = y)) + cos(@] (x + +2b) (15)
i=1

The kernel defined by the second formulation of RFF (Eq. 13), denoted by Kgpp, is given
as follows (Eq. 16).
) m/2
Kpra = = ) cos(@] (x = ) (16)
i=1

The kernel defined by the third formulation of RFF (Eq. 14), denoted by Ky is given as
follows (Eq. 17).

m m

Kppra(X,Y) = % Y ol o]y % 3 o2y -

i=1 i=1

Lemma 1 The RFF kernels Kyppi, Kpppy, Kgpps are unbiased estimators of the Gaussian

kernel.

Proof By applying Bochner’s theorem, we get,
E[cos(@” (x — y))] = /g cos(@” (x — y))dw = k(x —y). Hence,
E[cos(@” (x — y))] = k(x — y). Finally, E[e"27®" &) = k(x — y). O

Lemma 2 Let A = x —y, the variance of the RFF kernels,
(i) Var(Kpppy (x,y)) = = (1 + 2 — k(4)?

(i) Var(Kppp, (x.y) = ~(1 + %2‘) — k(4)?
(i) Var(Kppp(x.¥)) = 5= (KQ2(4)) — (k(4))®

@ Springer



Major advancements in kernel function approximation 851

Proof The proofs of (i) and (ii) can be found in Sutherland and Schneider (2015). Here we
prove (iii). The covariance is computed first.

Cov(Kgprs3(4), Kz A') = ﬁ Cov(e 254 g=2mi0" &'y

= L[E[(e—er.fa)TA - [Ee_Z”'imTA)(e_Z”'jmTA/ IEe—Zirja)TA’)]

2m

= SL KA+ &) ~ KAKA'Y]
2m
Thus the variance is given as follows.

Cov(Kgpr3(4)) = ﬁ(k(h\) — k(4)")

The third formulation (Eq. 14) has the lowest variance.

3.2 Relation to quadrature rules

Quadrature refers to the method used in numerical analysis to approximate definite inte-
grals. The approximation is of the following form in which, a weighted sum of finite m
samples of the integrand is computed.

m

/ f@dx =) af(x) (18)
R([

i=1

The optimal selection of weights g; is crucial in obtaining a good approximation of the integral.
By Bochner’s theorem, the shift invariant kernel function can be written as follows,

. 1 <~ .7
k(x,y) = e CVdo ~ — E &V XY
x,y) /R:d p(w) w 2 (19)

The last equality (approximation) is due to the standard Monte-Carlo approximation to the
integral. Furthermore, using the RFF method we can write the following.

k(x,y) = E[z(x)"z(y)] (20)
The problem of finding optimal weights for Eq. 18 is equivalent to finding the decomposi-
tion of k as given in Eq. 20 (Bach 2017).

3.3 Changing the sampling distribution

In RFF m vectors are sampled uniformly at random from the Fourier transform of the shift-
invariant kernel. What happens when the sampling distribution is changed? The implica-
tions of this change are manifested in the following key areas.

1. Time taken to apply kernel map

2. Entry-wise guarantees
3. Learning guarantees

@ Springer



852 D. P. Francis, K. Raimond

3.3.1 Reducing the time taken

The time required to compute the random features z(x), regardless of the type of formula-
tion is O(md), where d is the number of attributes (features) of x. Many previous works have
explored the idea of reducing the time taken to apply the kernel map.

The idea of using structured matrices for kernel function approximation was first proposed
by Le et al. (2013) and their method is referred to as Fastfood in the literature. They proved
that by choosing € (the matrix of m vectors) in the following manner, the kernel mapping can
be done in O(m log d) time.

1
oc\d

Q=

D,HD,PHD, 21

where D, is a random scaling diagonal matrix.

H is Walsh-Hadamard matrix.

D, is a diagonal matrix with random Gaussian entries.

P is a permutation matrix with size d X d and entries O or 1.

D; is diagonal matrix with entries +1 or —1.

o is the width of the Gaussian function.

Felix et al. (2016) proposed Othogonal Random Features (ORF) where they replaced the
Gaussian matrix used in RFF to draw random vectors @,, ... , ®,, with an orthogonal matrix.
This orthogonal matrix is constructed as the product of a uniformly distributed random
orthogonal matrix O and a diagonal matrix D, whose entries are drawn from the y-distribu-
tion, having d degrees of freedom. They proved that with appropriate scaling, this construc-
tion is an unbiased estimator of the original Gaussian kernel. Furthermore, they provided
empirical evidence of the superiority of their scheme when compared to RFF. However, ORF
takes the exact same time (O(md)) to construct the random features for d-dimensional data
points as RFF. They proposed further ideas which included structured matrices to reduce the
time taken. By choosing the formualtion of Eq. 22 for £ better approximation gurantees and
practical results were obtained. Here H is a normalized Walsh—-Hadamard matrix and D;, for
i =1,2,3 are diagonal matrices, whose entries are drawn from the Rademacher distribution.
This particular formulation is called Structured Orthogonal Random Features (SORF). The
time for generating the features using SORF is O(m log d).

Vd (22)

@ = YZHD,HD,HD,
(o2

The commonality of the two approaches is that both are trying to mimic the behavior of a
Gaussian random matrix. In particular, carefully constructed structured matrices are used
in place of the Gaussian matrix. Examples of such matrices are circulant matrices, Toeplitz
and Hankel matrices. In order to see timing results of the comparison of these structured
matrices, the readers are pointed to the results of Choromanski and Sindhwani (2016).
The work of Choromanski et al. (2017) proposed Random Orthogonal Matrices (ROM)
for approximating the Gaussian matrix. The idea is to use structured matrices for compu-
tational benefits and statistical advantages similar to orthogonal matrices. The Gaussian
matrix of RFF can be replaced by Q = \/;117 i‘; HD;,. Here b is a parameter called block
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size. A normalized Hadamard matrix H and a diagonal matrix D with +1 entries along its
diagonal are used.

3.3.2 Entry-wise error guarantees

By entry-wise error guarantee, we mean that the error is given in terms of a particular entry
(value) of the kernel matrix. The Hoeffding inequality can be used to bound the entry-wise
error, regardless of the formulation of RFF used. Lemma 3 demonstrates such a bound,
which is a loose bound on the entry-wise error of kernel approximation.

Lemma 3 Pr{|z(x)"z(y) — K(X,y)| > €] < 2e7"¢"/2
Proof The value of z(x)"z(y) lies between —1 and 1 due to the definjtion of z(x). By Hoef-

fding’s inequality we have, Pr[|z(x)Tz(y) — K(x,y)| > €] < 2e ZE 0+ Simplifying this
expression gives the result. O

A better (stronger) guarantee, given in Theorem 2 can be obtained by first proving it for
a subset of R? and then extending it to the whole space (Rahimi et al. 2007). The error is
bounded over a region within e radius in the M X M space, where M is any compact sub-
space of R?, ¢ = E[w’ ], | = diag(M).

2
Theorem 2 (Rahimi et al. 2007) Prisup, oy [20)72(y) - Kx.y)> €] < 256(":’) exp <_M>

Ifm= Q(d/e2 log %), then with constant probability, supy .\, |2(X)"2(y) — K(xX,y)| < e

A tighter bound (Theorem 3) was later on derlved by Sutherland and Schneider (2015).
The constants a= min(l, supy yer 2(1 + k(2x,2y) — 2k(x,y)> + %e) and

_[,d\ 2 dy-2
p= (5)d+2 + (E)w 2 rres were introduced.

Theorem 3 (Sutherland and Schneider 2015) For the RFF formulation 2 in Eq. 13, the
following bound exists.

ol é me?
Pl sup 1206 2(0) = K.Yl 2 €1 < 5(Z) 7 exp (—m)

In the case of RFF formulation 1, Eq. 12, a looser bound exists as shown in Theorem 4.
This is attributed to the noise introduced in it, and its corresponding kernel Ky not being
shift-invariant.

Theorem 4 (Sutherland and Schneider 2015) For the RFF formulatwn 1 m Eq. 12,
o' = min(1, sup, yeXy (2+k(2x 2y) — 2k(x,y)) + =, p= ( T+ +dl+d> s 3d+1 the fol-
lowing bound exists.

2

r TEA T ey -
Pl sup [2(x)"2(y) - Kxylze<p(%) exp( 32(d+1)a,>
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The finite-sample error bounds in Theorems 23 and 4 are far from optimal. Sripe-
rumbudur and Szabd (2015) proposed the following error bound (Theorem 5), which
holds for any m and assures sure convergence of the entry-wise error provided
Diam(M) = ¢°™.

Theorem 5 (Sriperumbudur and Szabd 2015)
SUPy yenr 2007 2(y) — K(x, y)| = 0<|M| ﬂ)

This bound can be further improved by using McDiarmid’s inequality, symmetrization
lemma (Kulis and Grauman 2012, Proposition 7.10) and Dudley’s entropy integral (Chaud-
huri et al. 2011, Eq. 4.4). The following bound (Theorem 6) is obtained as a consequence.

Theorem 6 (Sriperumbudur and Szabd 2015)
SUp, yeur 2(0)72(y) = K(x,y)| = 0( %)

Thus using m = O(e~*log |M|), we get the approximation accuracy of e (as in
Theorem 2).

Using the RFF method (formulation 3, Eq. 14) each entry of the kernel matrix, K can
be approximated within +¢ . Expected maximum error, [, error bounds also exists for RFF
(Sutherland and Schneider 2015).

The idea of using low-discrepancy sequences by Avron et al. (2016) was proven to
have better asymptotic error than RFF. They showed that the error of their method con-
verges at the rate of O((logm)?/m) using specially designed @,, i = 1, ...,m. Avron et al.
(2016) proposed using a ‘specially designed sequence’ in order to construct the vectors w;,
i =1,...,m. This sequence is designed with the purpose of minimizing the following error
for any function fany x € [0, 1]¢.

o(f) = / fodx = Y f()
(0,11

weQ

The sequences are generated deterministically and the have low-discrepancy. The discrep-
ancy of a sequence is its degree of deviation from uniformity (Avron et al. 2016). Exam-
ples of such sequences include Halton, Niederriter, Faure and Sobol sequences. Using such
sequences ensure that the error of their method converges at the rate of O((logm)?/m).
Their method is referred in the literature as Quasi-Monte Carlo (QMC) method. Even
though the error of their method appears to be asymptotically better than that of standard
RFF, it requires m to be quite large, in fact exponential in d to be useful.

Later, Dao et al. (2017) proposed the idea of deterministic sampling for kernel approxi-
mation using tools such as Gaussian quadrature. A key idea in their work is the data-adap-
tive method for picking a quadrature for a given number of samples, which was demon-
strated to have much smaller approximation errors when compared to RFF. By assuming
that the distribution of @; is sub-Gaussian, one can achieve the following error bound.
Their method is referred to as Gaussian Quadrature (GQ). Possible methods for the con-
struction of quadrature rules that satisfy the following bound (Theorem 7) are given in the
work of Dao et al. (2017), which include dense, sparse, and reweighted grid quadratures.

Theorem 7 (Dao et al. 2017) If k is a kernel with sub-Gaussian spectrum, and k is its
estimate found using some quadrature rule, with weights whose sum is at most some even
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degree of L, b, a parameter of the sub—Gcmssial}.2 Then, for a region M with diameter [, the
~ 2 L
Sfollowing is true. |k(X,y) — k(X,y)| < 3(#)

Besides the improved theoretical bounds, their experimental results with approxima-
tions to the sparse ANOVA kernel for classification tasks showed improved accuracy over
RFF based methods.

By defining special quadrature rules, called spherical-radial quadrature rules and using
structured matrices better approximations to the kernel function can be obtained (Munkho-
eva et al. 2018). In this case, the following error guarantee (Theorem 8) can be obtained.

2d
o lku \ dr1 2
Theorem 8 Pr[sup, .y 12(x)"2(y) — K(x,y)| > €] < ﬁ"(”—m>d "exp (—%) here

€
d_
p = (d‘f? +d#)27§1 (d_il>"*‘_ 2

If m= Q(Mj” [2(1 + 1/d) "V og o, lcue™! + log f"671] )

Supx,yeM |Z(X)TZ(Y) - K(X7 Y)| <e

The connection between structured matrices based approach of ORF and spherical-
radial quadrature rules was also proved in their work. They also demonstrated improved
empirical performance of their approach on various classification and regression problems.
They used butterfly matrices, and hence we refer to their work as Butterfly based quadra-
ture (BQ).

The standard RFF approach (formulation of Eq. 14), when used to construct the ker-
nel matrix is equivalent to sampling according to the column norms (Avron et al.
2017; Rudi and Rosasco 2017; Bach 2017). Other efficient score based sampling meth-
ods exist in the literature, one of which is the ridge leverage scores. Avron et al. (2017)
focused on kernel approximation bounds of the following form (Eq. 23). Here 4 > 0,
7 e R™" 7 =[z],...,7; ]

(1—e)K+ Al) < (ZZ* + Al) < (1 + e)(K + Al) 23)

The above formulation of kernel approximation is significant in developing learning guar-
antees because it includes a regularization parameter (4), which is prevalent in many learn-
ing algorithms. Besides, as demonstrated in their work, such bounds are useful in proving
risk bounds for approximate KRR. For Z(®) = e 2@ the ridge leverage score function
defined as follows (Eq. 24).

7(@) = p(@)Z(®)" (K + M) 'Z(o) 24)

If @ were sampled according to the above equation, then it is possible to achieve bounds of
Eq. 23 for s = o(n). But, practical construction of the ridge leverage score function is not
feasible. So instead, approximations to it can be considered. Avron et al. (2016) designed
such an approximate function and subsequently proved better error bounds than RFF, but
for m which must be exponential in d.

3.3.3 Learning

Kernel function approximation using RFF has implications in many algorithms like Kernel
Ridge Regression (KRR), Kernel Principal Component Analysis (KPCA) etc. Using the
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matrix Bernstein inequality (Mackey et al. 2014), one can bound the kernel matrix approxi-
mation error as follows (Theorem 9).

Theorem 9 (Lopez-Paz et al. 2014) Let the original kernel matrix be K and the kernel
approximation be K = iz(X)Tz(X), then the following is true.

_ 2nl /3n%1
EIIR - K|, < nlog(n) + n*logn
m m

While, Lopez-Paz et al. (2014) used the expectation bound of the matrix Bernstein
inequality, Ghashami et al. (2016) used the probability bound to upper bound the kernel
matrix approximation error and obtained the following bound (Theorem 10).

Theorem 10 (Ghashami et al. 2016) For m = O(e~2log(n/$5)), the following bound is
admitted by RFF (formulation in Eq. 12) for probability at least 1 — 6.

IK-Kl, <en 25)

We prove similar bounds for RFF formulation in Eqs. 12 and 13 in Theorem 11. For the
formulation of Eq. 14, we prove that such bounds do not exist, but using a slight modifi-
cation of the definition of Z, similar bounds can be proved as shown in Theorem 12. The
following lemma (Lemma 4) is true because of the definition of Z using Eqgs. 12 and 13.
Similarly, Lemma 5 is also true because of the definition of Z using Eq. 14.

Lemma 4 For RFF formulations of Eqs. 12 and 13, andZ = [z,,2,, ... , Z,,], the following
bound is true.

1ZIl < 2n

Lemma 5 For RFF formulation of Eq. 14, the following bound exists. ||Z||r < mn

Theorem 11 The bound of Theorem 10 is satisfied for RFF formulation in Eq. 13,
whereas for Eq. 14, it is not satisfied.

Proof For formulation 2, using Lemma 4 in the proof of Lemma 3.1 in Ghashami et al.
(2016), we get the desired result. In the case of formulation 3, Lemma 5 implies that the
bound on kernel matrix approximation cannot be satisfied. a

Theorem 12 By using the following modified formulation of Eq. 14, the bound of Theo-
rem 10 is satisfied.

e—27rj(o{x
Z(X) = 14 /L (26)
2m e—anmzx

Proof By this particular formulation we get ||Z|| < 2n, and thus by following the proof of
Lemma 3.1 in Ghashami et al. (2016), the result is obtained. O

It can easily be verified that, the new formulation given in Eq. 26 yields a kernel that is
an unbiased estimator of the Gaussian kernel.
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KPCA: The KPCA algorithm aims to find Principal Components (PCs) from a kernel
transformed data. More precisely, given input data x,, ..., X, € R4, the aim is find a matrix
V with orthonormal columns such that its columns capture the maximum variance of the data
in the kernel space. So, initially a kernel function such as a Gaussian kernel (Eq. 2) is applied
on all pairs of points in the given data. The kernel matrix is formed as a result of applying the
kernel function. The eigen decomposition of this matrix gives V. When the computation of
PCs needs to be done in a streaming manner, a matrix sketching algorithm such as Frequent
Directions (FD) (Liberty 2013) or its variants (Ghashami et al. 2014; Francis and Raimond
2018a) can be used.

Ghashami et al. (2016) showed that applying RFF (formulation 1, Eq. 12) and finding the
matrix V using FD admits the following guarantee. Here K = Z"VV’ Z and K=27".

Lemma 6 (Ghashami et al. 2016) |[K — K |12 < [|[K = K|l + e Vkn

KRR: In KRR, given training set, (X;,y;),...,(X,.y,) € ¥xJY, XY & R4, YeR and a
regularization parameter A > 0, the estimate of response variable, y is to be obtained, where

n

y=f®x) =Y ckx;x)

i=1
Here ¢ = (cy, ..., c,)" is the solution to the following.
y =K+ Ale

The performance of the KRR estimator is analyzed using the risk operator, R. If the empir-
ical estimator is fand f*is some other KRR estimator, then,

R(f) =E lZ(f(X,-) —f*(xi))zl
J=1

Let, f : X = R, b;s are the normal random variables (noise terms) with standard deviation
v. If it is assumed that the response variable is of the following form.

=f"(x;) + b,

If f € R" is the vector whose jth entry is f(x;), then the risk of the KRR estimate obtained
using the modified RFF of Avron et al. (2017) can be bounded as follows (Theorem 13).
Here, RK(f )is an upper bound on the actual KRR estimator, R(f).

Theorem 13 (Avron et al. 2017) Let f be the KRR estimator obtained using k, then

o2rank(K)
R(k) < (1—- A)RK(f) (1+A)T

3.4 Bounding the number of samples

The number of samples (m) used has a direct effect on the accuracy of the kernel approxi-
mation. There are a few works that focus on bounding m with respect to kernel approxima-
tion bounds and/or learning guarantees.

If the goal is to achieve a regularized kernel approximation bound (Eq. 23) then, Avron
et al. (2017) provided an upper bound of o(n) by sampling from a ridge leverage score
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distribution. A worse bound of O(e?) is obtained for m when trying to achieve similar
kernel approximation bounds using an approximate ridge leverage score sampling. As
described in Sect. 3.3.2, sampling from the true ridge leverage score distribution is infeasi-
ble, hence the use of its approximation. From a theoretical viewpoint, better kernel approx-
imation guarantees (when compared to RFF) can be obtained by this method, but at the
cost of requiring extremely large number of samples, which is undesirable. This bound
for m is also undesirable from a practical viewpoint because datasets often have very large
values of d.

The Gaussian quadrature method of Dao et al. (2017) also provides bounds on m. In

order that Theorem 7 is satisfied for any y > 0, and fixed d, the sample size, m = 0(6%)
This bound is independent of d, but dependent on €. So, if € is very small, then m would
need to be very large.

3.4.1 Bounding the number of samples for learning tasks

Achieving good kernel matrix approximation accuracy alone is not enough to achieve good
prediction accuracy (Bach 2013; Damodaran et al. 2017). Often, error guarantees with
respect to learning tasks such as classification or regression are also desirable. In addition
to developing such learning guarantees, bounds on m are also provided in conjuction. In
order to measure the learning algorithm’s performance, the risk operator can be used. Let x
denote an instance and y denote its label. The actual risk of a function fis given as

RIf] = E[I(f(x),y)]

where [ is the loss function, and the expectation is taken over the probability distribution
followed by (x,y). Examples of loss functions include square-absolute difference, hinge-
loss etc. Generally, these loss functions are required to be continuous. By solving an empir-
ical risk minimization problem, Rahimi and Recht (2009) showed that it is possible to
bound the difference in risk R[f] and R[f], where f is the function returned by the learning
algorithm that uses RFF maps to predict the label y. The excess risk is bounded as follows.

2 1
i - <o )
o

m

Cesa-Bianchi et al. (2004) proved convergence bounds for the risk of a general online
learning algorithm. If we were to use RFF in such an online learning setting, then their
bounds indirectly imply that O(n) RFF samples are needed. If we require a risk bound of
at most O(1/m) as opposed to O(1/ \/Z), then as per the facts given above, one would need
O(n?) RFF samples. As a workaround, Lin et al. (2014) made use of regularized loss func-
tions that are strongly convex and smooth. A regularized loss function takes the following
form, where 4 is the regularization parameter.

lreg = %”f”]—“" l(f(X;),y,-)

By optimizing the regularized loss function instead of the original loss function, the risk
bound of the algorithm can be improved significantly. Concretely, in order to achieve an
excess risk bound of O(log(n)/n), 0([c,]2) RFF samples suffice, where ¢, is the conditional
number of the regularized loss function. This constant ¢; = /4, where,
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1",y < B

It is desirable to set the value of A to be reasonably large, otherwise, the number of samples
required increases. But, the choice of A depends on the nature of the classification task.
Thus this sample bound is not tight.

Besides the problem of a loose sample bound, the assumption that the training examples
are independently and identically distributed (i.i.d.) proves to be an unrealistic scenario.
In practice, training examples tend to be non i.i.d. By assuming that the training examples
are being generated from an unknown mixing process, it is possible to obtain a risk bound
of O(log(n)/n + @), where a is a parameter of the mixing process (Hu et al. 2015). Conse-
quently, the sample bound is O(c,), where ¢, is a constant which depends on the regulariza-
tion parameter A.

3.5 Adding data dependency

The samples in RFF are drawn from the distribution followed by the Fourier transform of
the chosen kernel. Thus it is independent of the data. As a consequence, and as observed
earlier, the number of samples required to achieve good prediction accuracy needs to be
large. But, this is contrary to the notion of reducing the number of dimensions. It has
been observed that adding a data dependency to RFF provides the benefits of provid-
ing smaller number of samples and good prediction accuracy (Sinha and Duchi 2016;
Shahrampour et al. 2018; Damodaran et al. 2017). This idea is derived from the area
of kernel learning, which describes a broad set of techniques to identify the best kernel
for a particular learning problem. In fact, Sinha and Duchi (2016) combined ideas from
kernel learning and RFF to learn a kernel for a supervised learning task. By solving an
optimization problem, the best random features are selected. An improvement of this
scheme involves the employment of a special scoring function to select the best random
features for the attaining the best fit for the particular task (Shahrampour et al. 2018).
Both the methods of Sinha and Duchi (2016) and Shahrampour et al. (2017) find the best
kernel parameters by solving an optimization problem. The advantage of such a method
is that lesser number of random features are needed to achieve the required goal, when
compared to methods that directly use a fixed kernel. However, both these methods have
computational overheads in the pre-processing stage. These overheads can be computa-
tionally expensive when d is large.

It is also possible to add dependency in an unsupervised manner by using stochastic
gradient descent for learning the random features that minimize the error between origi-
nal kernel and the estimated kernel (Damodaran et al. 2017). This idea is useful when the
required downstream task is unsupervised. Practical experiments performed by Damodaran
et al. (2017) indicated that their method achieves lower kernel approximation error and bet-
ter accuracy than RFF, ORF and Nystrom methods.
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4 Approximation of dot product kernels

A polynomial kernel function is of the form,
Kx.,y) = (a+x.y)y

where a is a bias term, and p is the degree of the polynomial.
It is possible to approximate the polynomial kernel by using a random Maclaurin expan-
sion of the kernel function based on a theorem by Schoenberg (1938).

Theorem 14 (Schoenberg 1938) A function f : [—1, 1] = R is a positive definite kernel
defined as K(x,y) = f({x,y)) iff it is an analytic function with Maclaurin expansion using

non-negative coefficients a; > 0, f(x) = Y a;x".

Kar and Karnick (2012) proved that a feature map, which we refer to as Random
Maclaurin map is of the following form (Eq. 27).

N
2(x) = 1/ aypNt! HcolTx (7)
i<l

can be used to form the polynomial kernel. Here, @, ..., ®, are Rademacher random vari-
ables, N € W (set of whole numbers) and P(N = n) = #. In order to improve the vari-

ance, m random vectors @ can be applied on x and concatenated to form Z(x) (Eq. 28).

N
VoL, of"

N+ TV T
Z(x) = /% Vayp" T2, o 28)

| /aNpN+1 Hf\;l wlﬁm)T

»

”

”

Lemma 7 (Kar and Karnick 2012) (Unbiasedness of dot product map) If the feature map
Z : R? > R constructed as in Eq. 28, then E[Z(X)Z(y)] = K(x, y).

Pham and Pagh (2013) proposed Tensor Sketching for approximating polynomial ker-
nels by combining Count Sketch algorithm (Charikar et al. 2002) and Fast Fourier Trans-
form (FFT). Their work utilized the equivalence between tensor product (outer product) as
an explicit feature mapping and a polynomial kernel. The tensor product is then efficiently
computed using convolution of Count Sketches. The idea is to construct Count Sketches
(application of Count Sketch algorithm to the individual vectors) from the input vectors
and then computing their outer products. This outer product of the Count Sketches can be
computed efficiently using the FFT algorithm. The total cost of applying kernel mapping to
a vector of dimension d using this method is O(p(d + m log(m))).

Rank deficiency of the feature map of Kar and Karnick (2012) was later demonstrated
by Hamid et al. (2014). This meant that most of the weight components belonging to the
model parameters of learning algorithms operating in this new feature space (R™) tend to
be nearly zero. In order to address the issues of improving learning efficiency while achiev-
ing better kernel approximation accuracy, Hamid et al. (2014) proposed Compact Random
FeaTure Maps (CRAFTMaps). Their idea was to use an existing dot product kernel map
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for “up-projecting” (a non-linear mapping from R? to R™) and subsequently “down-project-
ing” (a linear Johnson Lindenstrauss (JL) based mapping from R” to R™), where m’ < m.
In fact, (Hamid et al. 2014) experimentally demonstrated the benefit of using CRAFTMaps
in improving the learning accuracy of Random Maclaurin and Tensor Sketching.

Pennington et al. (2015) proved that such polynomial kernel functions, although shift
invariant, are not positive definite. Consequently, Bochner’s theorem (Theorem 1) can-
not be applied in this case. As a workaround, Pennington et al. (2015) proposed approx-
imating the kernel function K(x,y) with a positive definite surrogate function K(x,y), so
as to make the application of Bochner’s theorem possible. In this way a RFF formulation
for the polynomial kernel can be obtained. K(x,y) is constructed as the sum of N Gauss-
ians, which is made possible by a theorem by Schoenberg (1938). The main approxima-
tion, namely that of finding k(x, y) produces its inverse Fourier transform, k(a)), from
which we can obtain p(w). This distribution can be used to sample the weight vectors,
w; of RFF. Their method is referred to as Spherical Random Features (SRF). The SRF
map does not benefit from the use of CRAFTMap because it exhibits a lesser degree of
rank deficit than the other two approaches (Pennington et al. 2015).

4.1 Entry-wise guarantees
The Random Maclaurin map of Eq. 28 admits the following guarantee.

Theorem 2415 (Kar and Karnick 2012) P[supy ey [{(Z(x), Z(y)) — K(x,¥)| > €]
7711‘2 y
< 2(@) e" s, where C = pf(pR?), L = f'(R?) +p2R\/0_lf’(pR2) and p > 1.
A crucial assumption can be imposed on the input data, namely that it is /, normal-

ized, that is for all x € R?, ||x||, = 1. This consequently affects the behavior of the poly-
nomial kernel function.

Kx,y)=(a+{x,y)y
=(a+2-2(xy)V

Moreover, this kernel can be written as a shift invariant kernel.

—v[I2\?
K(x.y) = (“M)
a

=a(g+(x,y))

14
where @ = <2> and ¢ =< — 1, lx— y[2 = [IxI> + Iyl -~ 2(x.y). The error bound

2

obtained using the SRF method is O(p~2> + 1/m).

Theorem 16 (Pennington et al. 2015) The error of the SRF map is upper bounded by the
error attributed to Monte-Carlo sampling, which is O(1/m) and the error attributed to the
surrogate kernel function, which is p=2°.
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The Tensor Sketching approach of Pham and Pagh (2013) admits the following
tighter bound (Theorem 17) when compared to Theorem 15.

Theorem 17 (Pham and Pagh 2013) For X = i Z:’il X,, where X;= (Z(x),Z(y)),
R¥ < X; < R R € R* and any e > 0,

—mez
Pr{|X — E[X]| > €] < 2ex¥

The following entry wise bounds that are independent of d were proved by Hamid et al.
(2014) for their CRAFTMaps method (Theorem 18).

Theorem 18 (Hamid et al. 2014) Given any two unit vectors X and y of d dimensions,
applying a random feature mapping of Kar and Karnick (2012) (Z: R? - R™) followed
by a JL map (R™ — R™) to these vectors to obtain Z', the following bound is obtained.
(X ¥y = (Z' (%), Z(y)) < m™ 22 Tog(ny*!) + m' ™/ (log(m)'12).

Besides, this improved error bound, better classification results were also obtained using
CRAFTMaps.

5 Summary and discussion

In this section, summary of the advancements made and important questions in regard to
shift invariant kernel approximation are discussed.

The summary of the major algorithmic developments in shift-invariant kernel approxi-
mation are given in Table 1. In this table, the mapping time is reported for any vector of
d dimensions. It is clear from this table that most of the works with the exception of RFF
do not have learning guarantees. The fastest kernel map in shift invariant category include
quadrature based methods (GQ and BQ) and structured matrices based (Fastfood, SORF,
ROM). In the dot product category, CRAFTMaps is the most computationally efficient ker-
nel map.

Table 2 summarizes the entry-wise bounds for the approximations and their corre-
sponding bound on m. It can be observed that improvement in the error bounds have been
made in recent works. However, tight bounds on the sample complexity () have not been
provided yet. Besides providing kernel matrix approximation and entry-wise guarantees,
bounds with respect to the learning task it is applied in are also extremely useful. Data-
obliviousness property ensures that the kernel mapping can be applied in an incremental
manner, which is especially useful in streaming applications. But, recently research has
also been done on data-dependent kernel maps. This idea has been explored with the aim
of improving learning accuracy and reducing the number of samples () needed to achieve
acceptable accuracy, which is application dependent.

Next, some important questions pertaining to the recent results are discussed.

1. Does changing the sampling distribution make a difference? The original idea of RFF
sampled from the Fourier transform of the shift-invariant kernel (Gaussian kernel). Due
to this construction of RFF, a large number of samples are required in order to achieve
good kernel approximation accuracy (Huang et al. 2014; Lopez-Paz et al. 2014).
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Table2 Entry-wise bounds and

. Type of kernel ~ Reference Entry-wise error Bound for m
sample sizes

Shift invariant ~ Lemma 3 0( e /2) Qd/e™?)
Theorem 2 0( e’ /4(d+2))
Theorem 3 O(e—me2 /8(d+2)a)
Theorem 4 0 (e—me2 /32(d+l)u(’)

Theorem 6 O( /log |M|/m) O(e 2 log [M])

Theorem7  O(M%) o(1/e")
Theorem 8 0(6*'"62/8/‘42(‘1“)) Q(d/e™?)
Dot product Theorem 15 Q(e=2dg=me/C*) Q™)

Theorem 17 O(e—mez//’)
Theorem 18 O(m~1/220+! 4 /=1/2)
Theorem 16 O(p~2% + 1/m)

e Structured matrices By using structured matrices, Le et al. (2013) achieved faster
kernel mapping at the cost of slightly worse approximation error. Such matrices
have been used in many different applications such as to speed up kernel matrix
approximation, dimensionality reduction (Ailon and Chazelle 2006; Halko et al.
2011), compressed sensing (Nelson et al. 2014) etc. Felix et al. (2016) used such
matrices to improve approximation error as well as achieve lesser mapping time.
Experiments with various kinds of structured matrices performed by Choromanski
and Sindhwani (2016) measuring the entry-wise error and kernel matrix approxima-
tion error indicate that a using structured matrices (ROM) incurs the least kernel
matrix and entry-wise error.

®  Quasi-random sampling approach The idea of using low-discrepancy sequences
(Avron et al. 2016) provides an error convergence rate of (O(log(m)?/m)). This
upper bound is not useful when d is large due to the log(m)¢ term in the numerator.
In fact, this method is effective only when d is not too large.

e  Quadrature based The Gaussian quadrature based approach of Dao et al. (2017)
appears to have better approximation guarantees when compared to RFF. The fol-
low-up work by Munkhoeva et al. (2018) that combines quadrature rules and struc-
tured matrices also support this claim. In fact, their method established the con-
nection between ORF and spherical-radial quadrature rules and demonstrated good
classification/regression performance of their approach on some datasets.

® Ridge-leverage score based Avron et al. (2017) proposed sampling from an approxi-
mation to a ridge leverage function. Their motivation was to provide tight upper
bounds on m in order to achieve good kernel approximation bounds. Since there
does not exist an efficient way to sample from the ridge leverage score function dis-
tribution, an “approximation” to it is employed. Although good kernel approxima-
tion bounds are obtained, this is done at the cost of having a very loose upper bound
on m (exponential in d). This is not useful in practical where d is usually very large.

Thus, changing the sampling distribution does help in achieving lower error of
approximation, reducing kernel mapping time and better learning accuracy.

2. How big should m be in practice? Ideally we would want m to be much smaller than d

and 7 in order to ensure feasible computational costs. Depending on the kind of approxi-
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mation, m can range from a very small quantity to extremely large values (exponential
in d). The right value of m can vary from one application to another. In fact, works
such as those of Lin et al. (2014), Hu et al. (2015) gave bounds for m in the context of
online learning and showed that the value of m is often tied to the learning problem.
The bounds proposed so far are not tight and depend on a function of the regularization
parameter.
What are the merits of adding dependency over data-oblivious approach? While data
obliviousness has advantages over the data dependent approach, the latter was shown
by Sinha and Duchi (2016), Shahrampour et al. (2017) to require less number of random
features for achieving the learning goal. However, both these works have expensive
computational overheads for data with large d.
Does good kernel matrix approximation imply good learning performance? Most of
the previous works focus on proving that their methods are good kernel (matrix/entry-
wise) approximations, however the question regarding whether a good kernel matrix
approximation automatically guarantees good learning performance remains. In fact,
previous research (Schleif and Tino 2017; Schleif et al. 2020) indicates that constructing
the learning boundaries accurately is more important than constructing accurate kernel
matrices.

In Sect. 6.1 we investigate this problem with some experimental results.

6 Experiments and applications of kernel approximation

6.1

Experiments

In this section, the following experiments are performed.

1.

2.

Study the effect of m (kernel mapping parameter) on kernel matrix approximation accu-
racy.
Study the performance of kernel approximation on classification tasks.

Dataset description: The datasets used for the experiments include Parkinson’s Pro-
gressive Markers Initiative (PPMI) (Marek et al. 2011) dataset and COD-RNA (Uzilov
et al. 2006). The PPMI dataset contains the motor assessments of patients with 4379

40
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(a) PPMI dataset (b) COD-RNA dataset

Fig.3 t-SNE plots of the datasets
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instances and 34 attributes, for other details please refer to the work of Francis and
Raimond (2016). The COD-RNA dataset contains 488,565 instances and 8 attributes.
The t-Distributed Stochastic Neighbor Embedding (t-SNE) algorithm plots of the two
datasets used in the experiments are shown in Fig. 3. This plot between the first two fea-
tures of the t-SNE transformed data shows that separating the instances of the different
classes cannot be done using a linear boundary. This is an indication that kernel based
techniques are more appropriate for these datasets. We have not included large datasets
(n and/or d is large) because computing the kernel matrix would be computationally and
storage-wise infeasible.

Algorithms being compared: In the experiments, the following RBF kernel approx-
imations are considered: RFF (Rahimi et al. 2007), Fastfood (Le et al. 2013), ORF
(Felix et al. 2016), ROM (Choromanski et al. 2017), QMC (Avron et al. 2016) and BQ
(Munkhoeva et al. 2018).

We have used smaller values of m for all our experiments in contrast to previous
works. This is because we are interested in studying the error and accuracy for small
values of m. For timing results of all the above algorithms refer to (Munkhoeva et al.
2018). Comprehensive experiments studying the kernel approximation accuracy and
learning accuracy of the dot product kernel approximation methods like Random
Maclaurin, Tensor Sketch, CRAFTMaps and SRF have already been provided in the
work of Pennington et al. (2015). Therefore, we do not include such experiments with
approximations to the dot-product kernel in order to avoid repeating the results.

6.1.1 Kernel matrix approximation accuracy

The kernel approximation accuracy is computed as follows (Eq. 29).

”Kexact - Kapprnx”F
err = 29)
”Kexact”F
—=— RFF ORF  — QMC -~ BQ —=— RFF ORF  — QMC - BQ
-e- Fastfood —»— ROM GQ -e- Fastfood —»— ROM 6o

¥

o
©

o
o

e
N

Kernel approximation error
o
B
Kernel approximation error
N

S

0.0
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Kernel mapping parameter (m) Kernel mapping parameter (m)
(a) PPMI dataset (b) COD-RNA dataset

Fig.4 Variation of kernel approximation error with kernel mapping parameter
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Figure 4 shows the plots between kernel approximation accuracy and kernel mapping
parameter (m). The lowest error is incurred by GQ, QMC and ROM for m > 100, but for
lower values of m (m < 50), ROM obtain the lowest error. For the PPMI dataset in practice,
we would want m to be quite smaller than d, so in the case of PPMI dataset, ROM method
is the most accurate in terms of kernel approximation. For the COD-RNA dataset, BQ is
the most accurate for small values of m (m < 50) and for larger values of m, ROM and GQ
appear to have the lowest error.

6.1.2 Learning performance

The learning performance is measured using two metrics, accuracy and F1-score. Since
there is significant imbalance in the number of instances of each class in the datasets,
accuracy alone is not a good measure of the classifier performance. F1-score is a better
measure of classifier performance in the presence of class imbalance. The classifica-
tion algorithm used is linear Support Vector Machine (SVM). We also include Kernel
SVM algorithm in this study in order to compare its results with those obtained through
approximate kernel based methods. The Kernel SVM algorithm simply uses the RBF
kernel followed by SVM classifer.

The results are shown in Fig. 5. The results of Kernel SVM remains a constant in
all plots because m is not a parameter of this classifier. The plots show that only RFF
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Fig.5 Variation of classification accuracy and F1-score with kernel mapping parameter
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and Fastfood try to match the classification accuracy of Kernel SVM. In the COD-RNA
dataset (Fig. 5b), Fastfood + linear SVM achieves better accuracy and Fl-score than
Kernel SVM. For the PPMI dataset (Fig. 5a) BQ algorithm + linear SVM achieves com-
parable F1-score with RFF and Fastfood. The ROM algorithm + linear SVM also tries
to match the F1-score of Fastfood and RFF for PPMI dataset for m > 150. ROM, GQ
and ORF do not fare well in both datasets.

6.1.3 Summary

The results obtained in Sect. 6.1.2 indicate that achieving good kernel approximation
accuracy does not imply good learning performance. In fact, the results indicate that the
accurate kernel approximations do not perform well on classification tasks on the data-
sets used in the experiments.

Next, let us consider the value of the kernel mapping parameter m. In practical appli-
cations, we ideally want m to be much smaller than d. Therefore it does not make sense
to use values of m =200 for a dataset such as PPMI with d = 34 or COD-RNA with
d = 8. Based on this observation, we argue that RFF and Fastfood obtain the best clas-
sification performance, even though they incur higher kernel approximation errors than
other methods.

6.2 Applications

In this section, some of the important applications of the schemes discussed earlier are
described. Table 3 lists the applications of shift-invariant kernel approximation. RFF has
been used in the practical learning of deep Gaussian processes, scalable semi-supervised
kernel spectral learning (Mehrkanoon and Suykens 2016), kernel deep convex network
(Huang et al. 2013) and acoustic modeling in speech recognition (May et al. 2017). An
empirical comparison of some KPCA approximation (a direct application of RFF) schemes
in the context of classification was done by Francis and Raimond (2017). RFF and its vari-
ants have also been used for the application of streaming anomaly detection. Francis and
Raimond (2020) proposed an accurate explicit kernel map called Explicit Cosine Map
(ECM) that was demonstrated to be more accurate than other approximate kernel maps in
the application of anomaly detection.

6.3 Kernel clustering

Kernel clustering algorithms aim to discover arbitrary shaped clusters from the given data.
If the dataset size is n X d, then O(nd) space is required to store the whole dataset in mem-
ory. When n (number of data instances) is extremely large, storage becomes an issue. There
are various ways to deal with this issue. In particular, streaming batch or subset based pro-
cessing is a widely adopted approach, wherein the data are partitioned (at the source) into
various batches and the processing is done on these batches. The task of clustering such
data is often done using incremental cluatering algorithms. Such algorithms are built from
popular algorithms such as k-means and k-medoids. But such traditional kernel based clus-
tering algorithms suffer from poor scalability, and hence are unsuitable for large datasets.
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Possible solutions have been proposed in the form of approximate kernel based cluster-
ing using RFF and Fastfood. A straightforward adaptation of RFF into k-means algorithm
results in the following issues.

e High computational cost: this is due to the fact that approximate kernel clustering error
decreases as kernel mapping parameter, m increases (Theorem 2 of Chitta et al. 2012).
Thus in order to achieve good kernel clustering accuracy, k-means has to be run over of
a high dimensional space of R”, where m is large.

e [Increased storage costs: The space needed to store the approximate kernel matrix is
O(m?), which can be large according to the previous point.

RFF has been successfully incorporated in a scalable kernel clustering algorithm (Chitta
et al. 2012). Their approach to solving the first issue mentioned above involves imposing a
constraint on the cluster centers by ensuring they lie in the subspace spanned by the top C
eigenvectors of the kernel matrix. But this approach is computationally inefficient because
it requires the eigen decomposition of the n X n kernel matrix. This issue is overcome by
using the approximate kernel matrix K, obtained by applying RFF. By computing the
top C singular values and vectors of K, ., a new vector space is obtained over which
k-means is run. Their experimental results indicate that the new algorithm performs better
than other popular kernel clustering algorithms.

Kernel k-means is a special case of the general spectral clustering approach. The latter
relies on the eigen decomposition of the kernel matrix, which can be very computational
expensive. He et al. (2018) tackled the issue of spectral clustering on large datasets using
an incremental kernel based clustering using Fastfood. Their method used a streaming and
incremental approach to cluster the given data points. In their streaming approach, a single
data point is applied the Fastfood kernel map and the subsequently obtained feature vector
is used to incrementally compute the eigenvectors of the kernel matrix. They demonstrated
improvements in accuracy and speedup over previous clustering methods.

The second issue regarding the storage costs of storing the kernel matrix becomes
important when m is very large. This again brings out the question of what the optimal
value of m is. The answer is tied to the kind of application we are dealing with. In kernel
based clustering, accuracy of clustering determines storage and computational needs. As in
the case of any approximate solution, there is a trade-off between accuracy and computa-
tional and space requirements.

6.4 Deep learning

Deep Gaussian Process (DGP) (Damianou and Lawrence 2013) is a non-parametric deep
learning technique that is composed of Gaussian Process (GP) mappings which helps to
automatically learn hierarchical features from the data. This technique offers advantages
such as ability to learn from small datasets and ease of determining the optimal number
of hidden layers in the network. This method however suffers from the following practical
issues.

e Computationally expensive: DGP requires the computation of the probability of the
labels given the input and other parameters, Pr(y|X, @), which is very expensive. Many
useful likelihood functions are analytically intractable. Besides, some of the algebraic
calculations involves are of the order of O(n?).

@ Springer



Major advancements in kernel function approximation 871

By using RFF feature maps at each layer, (Cutajar et al. 2016) proposed a solution to the
problem described above. This method also provides a way of providing regularization by
imposing a low-rank structure in the weights of the network. This new approach also leads
to better performance in classification and regression tasks, when compared to other state-
of-the-art DGP models (Cutajar et al. 2016).

Kernel Deep Convex Network (K-DCN) is a deep learning technique that uses the
kernel trick to make the Deep Convex Network (DCN) more powerful. The use of tra-
ditional Gaussian kernel becomes infeasible when the dataset is large. In order to over-
come the scalability issues of K-DCN, its approximate version (Huang et al. 2013) was
proposed by incorporating RFF in the hidden layers. Their method was demonstrated to
achieve scalability and good accuracy in learning tasks.

By incorporating RFF into the deep learning architectures, the kernel mapping
parameter m becomes a tuneable hyperparameter and its optimal values can be learned
automatically from the data.

6.5 KRR

A notable result in the task of KRR was obtained by Huang et al. (2014). By combining
RFF and convex optimization, matching or better performance than DNNs was obtained
on the TIMIT dataset. A scalable solver consisting of block coordinated descent algo-
rithm is applied on the implicitly defined matrix Z (obtained by applying RFF on the
data). This matrix Z is distributed across machines, and the block coordinate descent
algorithm is run in parallel on all these machines. This distribution across machines
is possible because of the data obliviousness of RFF, in which a random feature com-
putation can be done independent of others. This parallel solver is used along with an
ensemble approach that results in a powerful model capable of matching the perfor-
mance of DNNGs.

6.6 Online learning

In the area of online kernel learnining, where the aim is to learn kernel based models
for prediction from data that arrive sequentially. Some of the key challenges in this area
include the following.

e Computational inefficiency: some of the efficient algorithms in the area of online kernel
learning despite being accurate are very computationally expensive.
e Large communication costs: this issue arises due to the growing size of support vectors.

Solutions to the above two problems were provided by Lu et al. (2016) by incoporating
kernel function approximation, RFF into the online learning method. The data oblivious
nature of RFF makes it an ideal kernel mapping technique for online learning. Data are first
transformed to the new feature space using RFF, and subsequently an online learning task
is solved using an algorithm such as gradient descent. It was demonstrated that such an
approach produces more accurate results than previous online kernel learning approaches.
Learning with Stochastic Gradient Descent (SGD) and random features was demonstrated
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by Carratino et al. (2018). They showed that by using \/ﬁ random features, certain optimal
statistical properties were achieved by this learning method.

Various strategies for kernel based online distributed learning have been proposed in
the past. However, due to the nature of distributed computations, standard kernel functions
are not applicable because the amount of messages (also called communication cost) trans-
ferred between nodes in the communication network will be prohibitively large. A solution
to this problem was given by Bouboulis et al. (2017) in the form of an online distributed
learning protocol that uses RFF.

7 Open problems and possible future directions
The data obliviousness of explicit feature maps offer the following advantages.

e Can be applied in a streaming manner.
e Data independent guarantees for number of samples and time taken can be obtained.

On the downside, the following are the consequences of having data obliviousness.

e Large number of samples are needed to obtain good kernel approximation.
e Good performance in learning problems cannot be guaranteed due to the varying
nature of data.

Some of the key problems that could be addressed in the future are as follows.

® Nature of the data: A generalized approach for feature mapping needs to takes into
account the nature of data, and the closely tied problem of learning for accomplish-
ing a particular task. The relation between performance of RFF and nature of the
data is yet to be explored extensively. A possible avenue for exploration in this
regard includes data dependent kernel learning. The idea of selecting the best kernel
(or kernel parameters) by solving an optimization problem on the data is powerful
idea that can be explored further.

e Number of random features (m) required in practice: Upper bounds on the number
of random features (m) required with respect to kernel approximation accuracy and
learning tasks have been provided by previous works (Rahimi et al. 2007; Lin et al.
2014; Avron et al. 2017). But, they are loose bounds and do not provide insight into
the value of m to be used in practice. The optimal value of m varies from application
to application.

e Learning guarantees: Although guarantees with respect to learning tasks have been
developed for RFF, many of its variants such as the structured matrix based tech-
niques like ORF, SORF, ROM, quadrature based methods are without such guar-
antees. Our experiments in Sect. 6.1 indicate that RFF and its variant Fastfood per-
form well on learning tasks despite having higher error of kernel approximation.
The results indicate that low kernel approximation error does not imply good learn-
ing accuracy. This observation has also been made by other research works such
as Schleif and Tino (2017), Schleif et al. (2020). From a practical viewpoint, the
problem of achieving good learning performance is dependent on (1) the choice of
the learning algorithm (2) the choice of good hyperparameters for the learning algo-
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rithm (3) determining whether kernel based methods are appropriate for the given
dataset and task and (4) the choice of appropriate kernel. The points (1) and (2)
are often considered in the literature of learning algorithms. However, the last two
points (3) and (4) are given less priority.

e Unsupervised data-dependent kernel learning with guarantees: The preliminary
ideas for learning the best kernel in an unsupervised setting has been described in
the work of Damodaran et al. (2017). This idea has the potential for improving the
accuracy of unsupervised learning tasks that require kernels. In this regard, it would
be interesting to develop guarantees with respect to its performance.

8 Conclusion

Recent theoretical advancements in the area of kernel function approximation were
reviewed in this work. Most of these works focused on improving the running time and
performance, providing improved analysis, and demonstrating the usefulness in real-world
learning tasks. The major breakthrough in the area of kernel function approximation was
obtained by Rahimi et al. (2007) in the form of RFF. In the recent years, many improve-
ments of RFF and advancements in the theory of kernel function approximation were pro-
posed. Among these are the methods that provided major run-time improvements. The best
running time improvement was obtained by using structured matrices to approximate the
kernel map. Sampling custom random features for improving the performance of learning
algorithms has also been explored in the past. The idea of data dependent kernel learning
is a powerful idea that has the potential to produce further breakthroughs in the area of
kernel function approximation. The various kernel function approximation methods have
been succesfully used in areas such as deep learning, kernel clustering and online learning.
Although RFF and Fastfood are the most popular, other computationally efficient strategies
such as structured matrices based and quadrature based methods can also be incorporated
into such applications. Our experiments on kernel approximation error and classification
accuracy indicate that achieving low values of the former does not imply good learning
performance. The open problems described in this work also paves the way for future
research in this area.
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