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Chapter 1

Introduction

1.1 Background

Machine learning is the study for automatically extracting rules from data and using such
rules to predict future data or decision making and machine learning methods have been
used in many real-world applications, for example, image classification, text classification,
recommender systems, image generation, visual-question answering, video games, self-
driving, and so on [45], [0, 26]. Mathematically, data is typically represented as a set of
vectors called feature vectors or a set of tuples of a feature vector and a scalar, and the
extraction of (learning) a rule is formulated as a function approximation problem, i.e., a
numerical optimization problem. Recently, it is required for machine learning methods not
only to perform accurately but also to be interpretable (explainable) [I]. Unfortunately, it
is difficult to learn both an interpretable and accurate model: accurate models are often
complicated.

There are many machine learning predictive models: linear models, linear basis function
basis models, the kernel regression model, trees and tree-based ensemble models, neural
networks, and so on [6, 45, 26]. Among them, models based on feature interactions
(combinations) (e.g., x;z;, where @ is a vector that contains some information on an
input instance wished to predict), e.g, polynomial regression models, kernel regression
models, and factorization machines (FMs) [60, 6I], have been used in many real-world
applications and recently have attracted attention because of their high interpretability
and performance. For example, consider an academic paper classification problem. This
problem is just a text classification problem and hence a basic vector representation of data
is bag-of-words: z; € N is an occurrence of a word in the title. Feature interactions are
easy to interpret: in this case, z;2; > 0 implies both ¢-th word and j-th word are included
in the title of the paper. Feature interactions can be useful for accurate prediction, for
example, a paper including both “kernel” and “learning” in its title is surely a machine
learning paper although a Linux kernel research paper can include “kernel” in its title and
an educational research paper can include “learning” in its title.

However, there are some issues in methods based on feature interactions:

1. Scalability. From the point of view of computational costs, it is difficult to use the
existing methods based on feature interactions when both the number of observed
(training) instances and the number of features are large. For example, a second-order
polynomial regression model requires O(d?) time for evaluation and O(Nd* + d°)
time for learning, where NN is the number of observed instances and d is the number
of features. A kernel regression model (with polynomial kernels) requires O(Nd)



time for evaluation and O(N?d + N?) time for learning. FMs require O(dk) time
for evaluation, where k € Nyy, k£ < d is a hyperparameter, so they can be used
for both N and d are large. However, their optimization problem is a non-convex
optimization problem, so a global optimum is not obtained in general.

2. Interpretability and accuracy in high-dimensional applications. In the
existing methods, the number of feature interactions grows in a polynomial or
exponential order w.r.t the number of features d. Fortunately, in many models
based on feature interactions, the importance of each feature interaction can be
computed efficiently. However, it is difficult to obtain higher-level knowledge when
d is large. For example, in order to find important feature interactions such that
a machine learning user does not regard them as important but a learned model
does, it is basically required to enumerate all the used feature interactions. In the
existing methods, the enumeration of all the used feature interactions might be
prohibitive from the point of view of the computational cost. Moreover, even if the
enumeration can be done, it might be impossible to find unexpectedly important
feature interactions for a machine learning user (e.g., when d = 100,000, even the
number of second-order feature interactions is 4,999, 950, 000). Furthermore, the
existing methods typically use all feature interactions or all specific-order feature
interactions. Such interactions can include some (or many) irrelevant interactions
for prediction and the use of such interactions makes the performance of a learned
model poor.

1.2 Contributions and Organization

The goal of this paper is to develop more efficient, accurate, and interpretable machine
learning algorithms (models and learning algorithms) using feature interactions than the
existing algorithms. The contributions of this paper are as follows.

e We propose accurate models for feature-based link prediction (Chapter . Feature-
based link prediction is the computational problem of determining whether two given
objects are linked or not from feature vectors of two objects, and it includes many
real-world applications: recommender systems, face verification, protein-protein
interaction prediction, author name disambiguation, and so on. In some applications
(e.g, protein-protein interaction prediction and author name disambiguation), feature
interactions from the same object are irrelevant. The proposed methods use higher-
order feature interactions only across two objects and therefore can be more accurate
than the existing methods using only second-order feature interactions across two
objects or using feature interactions not only across objects but also from the same
objects. We also extend the proposed methods to deep-neural-network-based methods
for more accurate prediction.

e We propose a method to learn machine learning predictive models based on feature
interactions efficiently (Chapter . The proposed method is a random feature
map for the itemset kernel, which is a generalization of some kernels using feature
interactions. We also provide some theoretical analyses on the proposed method.
Furthermore, we propose some faster and more memory efficient methods. The
proposed methods enable to learn models using feature interactions more efficiently



when both the number of observed (training) instances and the number of features
are large.

Organization. This dissertation is organized as follows. Chapter 2| introduces some
basic notations/definitions and presents some basic existing methods. Chapter [3| presents
models based on higher-order feature interactions across objects for feature-based link
prediction. We propose random feature maps for kernel functions using feature interactions
in Chapter [ which enable us to learn predictive models based on feature interactions
efficiently. We conclude our dissertation in Chapter



Chapter 2

Preliminaries

2.1 Notation

We use [M : N] to denote the set {M,M +1,...,N —1, N} and use [N] when M = 1.
We use o for the element-wise product (a.k.a Hadamard product) of vectors, matrices, and
tensors. We denote the £, norm for a vector and matrix as ||-|| . Given a matrix X, we use
x; for the i-th row vector and x.; for the i-th column vector. Given a matrix X € R"*™,

1/q
we denote the £, norm of the vector ([|@]],, ..., [lzal,)" by | X, = (E?:l Ha:IHZ)

and call it £, ; norm. We use the terms ¢, , norm for ¢, , norm for the transpose matrix, i.e.,
||PT Hp o respectively. For the number of non-zero elements in a vector and matrix, we use

nnz (). We define supp(z) as the indices of non-zero elements in z € R%: {i € [d] : x; # 0}.

We use I, for the (d,d) identity matrix. We define abs(x) : € € R — (|a1], ..., |z.])".
Given € R? we use x—; to denote the d — 1 dimensional vector with x; removed. We use
x;; to denote the subvector of @ that consists from the z; to x; : x;; = (s, Tit1, - - - ,:rj)T.

We use (-,-) to denote the standard inner (dot) product for the vectors, matrices, and
tensors. Given a € R and b € R%, we use a @ b € R"*% where (a ® b);; = a;bj, to
denote the tensor (outer) product of @ and b. We use (a;b) to denote the concatenation
of @ and b: (a;b) = (ay,...,aq,,b1,...,bg,)" € RET2. We use ef € {0,1}" for the
d-dimensional standard basis vector whose j-th element is one and the others are zero.
If a function f parameterized by O, we denote it as f(-; ©). However, for simplicity, we
sometimes denote it as f(-).

2.2 Problem Setting

In this doctoral thesis, we mainly consider machine learning models and algorithms for a
supervised learning problem. Given an input domain X and output domain Y, our goal is
to obtain an accurate function f*: X — ) minimizing the (expected or true) risk

R(f) = Ep[t*(f(z),y)], (2.1)

where P is a joint probability distribution over X x ) that generates input-output pairs
and ¢* : Y x Y — Ryq is a loss function that measures how wrong two arguments are,
ie., 0*(f(x),y) measures the wrongness of the prediction f(x) w.r.t the true output y.
For example, (*(y1,y2) = 5(y1 — y2)? is called squared loss (typically Y =R), £*(y1,y2) =
ly1 — yo| is called absolute loss (typically Y = R), and £*(y1,y2) = 0 if y; = yo otherwise



1 is called 0-1 loss (Y = {0,1} or {—1,1}). We call a function f : X — Y a predictive
model. Unfortunately, we do not know the true distribution P in general and thus it is
impossible to learn the optimal predictive model f*. In supervised learning, we assume
that there is a training dataset D = {(,,y,) : €, € X,y, € V,n € [N]} € (X x V)V,
where training instances are independently and identically distributed to the P. Then, we
obtain an accurate function f :X = Ron P by

~

N
f = argmin 3" 0 (), u) + AP, (2:2)
feF —

where F is a subset of all functions from X to R, £/ : R x Y — Ry is a surrogate
loss function, and €2 : 7 — Rso. F is a subset of all predictive models and represents
our (machine learning users’) assumption or bias to predictive models. €2 measures how
complex a predictive model is. We call F and €2 hypothesis sets and regularization term
(or regularizer), respectively. The first reason why F and 2 are introduced is to avoid
overfitting. Overfitting is a phenomenon such that a learned predictive model fits the
training datasets D well but its performance on (unknown) P is poor. Our true goal is
just to learn a predictive function that minimizes , not to learn one that fits only the
training dataset. The second one is to make the optimization problem easily solvable. ¢ is
introduced to make the optimization problem easily solvable too.

Hereinafter, we assume that X = R? ) = R or {0,1} (or {1,—1}), and ¢ is convex
and p-smooth. The followings are examples of such loss functions.

e Squared loss: ((y',y) = 3(y' — y)*.
e Logistic loss: £(y,y) = log(1 + exp(—v'y)).
e Squared hinge loss: £(y/,y) = max(0,1 — y'y)?.

We call 2 € X a feature vector and each element a feature.

2.3 Linear Model

Linear models are one of the simplest and most classical predictive models used in statistics
and machine learning. Linear models predict the output of x as

fom(z; w, b) = (x,w) + b, (2.3)

where w € R? and b € R are learnable parameters, i.e., F = {f(-) = (-, w) +b: w €
R w € R}. For simplicity, we omit the intercept b thereafter. The optimization problem
of linear models is

min — D U fima(@n; w), yn) + Qw). (2.4)

weRd N -
The advantages of the linear model are as follows.

1. Fast to evaluate and train. Linear models can be evaluated in O(nnz (x)) time.
Moreover, when £(-, ) is convex w.r.t first argument and € is convex, is convex
optimization problem and can be solved efficiently by using a gradient descent (GD),
coordinate descent (CD), or stochastic gradient descent (SGD) method. In addition,
when ¢ is the squared loss and 2 is /2 norm, then the optimal solution to can
be computed analytically.



2. Easy to interpret. The magnitude of j-th element in w, |w;|, can be interpreted
as tmportance of j-th feature.

A popular example of Q is £3 norm Q(w) = A |w]||2, where A > 0 is a regularization-
strength hyperparameter. It is convex and differentiable, and makes the optimization
problem A-strongly convex. Another popular example is /; norm Q(w) = A||wl|,. I
induces sparsity on w: the optimal solution w* tends to have elements of zero. w; =0
implies j-th feature is not used in the linear model fy (-, w*), and therefore it is used for
feature selection.

Unfortunately, the relationship between features and outputs are not necessarily linear
in real-world problems. In real-world applications, non-linear models often perform better
than linear models.

2.4 Polynomial Regression and Linear Basis Function
Models

The Polynomial regression model (PR) is an extension of linear models. The output of
the M-order PR is defined as

M
fh(@w, W WD) =)+ Y ST Wl g, (2.5)

m=2j1<-+<jm

——
where w € R? and Wm e REX - X d for a1 iy € [2, M] are learnable parameters. We
especially call the 2-order PR the quadratic regression (QR) and denote it as fqg:

fQR("B; w, W) = <w> 33> + Z Ly L jy Wiy 2 - (26)
J2>71
In addition, we call W feature interaction matrix.

The PR is essentially a linear model. Let ¢™, : R? — R() be

poly *
<b§§i)1y(w) = (V102 T 1Ty T1T2 Trn 1Tt 1y -+ + > T 1—mTd42—m " '$d)T- (2.7)

Then, the M-order PR is equivalent to the linear model with (z; poly( x);: - ,¢poly( x))"
as a feature vector. Therefore, the PR is optimized in the same way as hnear models.
Generally, we call a map ¢ : X — R a basis function (or feature map) and linear models
with a basis function, frax(o(+)), linear basis function models. Because the PR is essentially
equivalent to the linear model with , its objective function is

(M)
5%NZMQMMHWwW WD), (28)

and that of the linear basis function model with ¢ : X — RP is obviously

min ! Z (fum(@(@n)), Yn) + Qw), (2.9)



Clearly, the PR uses feature interactions (and of course the QR). The PR is easy to
interpret and it can capture a non-linear relationship between inputs and outputs due to
feature interactions. However, it requires O <nnz (a:)M) computational cost for evaluation.
Moreover, weights for unobserved interactions from the training dataset are learned as 0.
Therefore, the PR can be used only when a dataset is sparse from the point of view of
computational cost but it cannot estimate parameters well when a dataset is sparse.

2.5 Kernel Methods

The kernel regression model (KR) is defined by

fr(@s o {mn}) =) oK (z, ), (2.10)

where K : X x X — R is a symmetric function called kernel function and a € RY is a
learnable parameter. The objective function of the KR is

S el o ), i) + el (). (2.11)

The KR with positive (semi) definite kernels (defined in bellow) can be regarded as
a dual of linear basis function models. Let ¢ : X — R and K(z,y) = (¢(x), d(y)).

Then, (2.10) can be written as

fre(@; o, {ma}) = <Zan¢<mn>,¢<w>> . (2.12)

Namely, the KR with K(x,y) = (¢(x), #(y)) is equivalent to linear basis function models
with w € span{¢(x,) : n € [N]|}. Here, we consider the orthonormal decomposition of
RP: for all w* € RP, there exists w € span{¢(x,) : n € [N]} and w € R” such that
(w,w') =0 and w* = w + w’. By construction, (w*, ¢(x,)) = (w, ¢(x,)). Therefore,
the optimal solution can be written as if Q(w + w') > Q(w) for all w €
span{¢(x,) : n € [N]} and w’ € R” such that (w,w’) = 0. Note that ¢3 satisfies the
condition Q(w + w') > Q(w) for all w € span{p(x,) : n € [N]} and w’' € RP such that
(w,w’) = 0.

For more precise discussion, we present some technical terms and some well-known
important results [17].

Definition 2.1 (Reproducing kernel Hilbert space). A Hilbert space (complete inner
product space) H of functions f : X — R is called reproducing kernel Hilbert space
(RKHS) if 0, : H = R, d(f) = f(x) is continuous for all x € X.

Definition 2.2 (Positive definite functions). A symmetric function K : X x X — R is
positive (semi) definite if for all

N N
> anan, K (@, Tn,) (2.13)

ni=1n9s=1

for all o, € R, &, € X, n € [N], N > 1.



Definition 2.3 (Reproducing kernel). Let H be a Hilbert space of functions f : X — R
and (-,-),, : X x H — R is its inner product. A function K : X x X — R is called a
reproducing kernel of H if

K(,x)e HVx e X, (2.14)
([, K(-,x)) = f(x) Vx € X, Vf € H. (2.15)

Lemma 2.1. Let H be any Hilbert space and ¢ : X — H. Then, H(-,-) : X X X
((-), D(+))q is positive (semi) definite.

Theorem 2.2. For a Hilbert space of functions f : X — R, H, if the reproducing kernel
exists, then it is unique. Moreover, if H is an RKHS if and only if it has a reproducing
kernel.

Theorem 2.3 (Moore-Aronszajn). Let K : X x X — R be a positive (semi) definite
function. Then, there exists a unique RKHS H with reproducing kernel K.

Thus, for a given basis function ¢, there exists an RKHS H with reproducing kernel
(&(-), ¢(+))5- Moreover, for a positive (semi) definite kernel K, there exists an RKHS with
reproducing kernel K and K (x,-) can be regarded as a feature map of . Hence, designing
a feature map ¢ is equivalent to designing a positive (semi) definite function K. In the
next subsection, we introduce some kernel function based on feature interactions.

The optimization problem of the KR corresponding to ([2.9) with Q(-) = A ||-||3 is

N
o1
E}Rgfl\}ﬁz:: (fr(x; o, {xm}), yn —1—)\2 Zamanz (T s Ty, (2.16)

ni=1n2=1

and it is convex optimization problem. Therefore, the KR requires O(N?T) and O(NT)
time complexity for train and evaluation, respectively, where T' is the computational cost
for evaluating a kernel function. Even if D is too large, a kernel function can be evaluated
efficiently (e.g., O(d)). Therefore, the advantage of the KR is what its computational cost
is independent of D and its disadvantage is scalability w.r.t N.

2.5.1 Kernels Using Feature Interactions

The polynomial kernel is one of the most well-known kernel function. The m-order
polynomial kernel is defined by
K;T)rély(w7y; C) = (<way> +C)m7 (217>

where ¢ > 0 is a hyperparameter. The m-order polynomial kernel (we assume ¢ = 0 for
simplicity) can be written as the inner product of two vectors with the following feature
map:

-
é: R — (a:T, Vma ey, o/ m(m — )2 2w, ,x?) e RU@Fm=DY/((d=1)mi),
(2.18)

so polynomial kernels use feature interactions.



The ANOVA kernel [9, (64, [10] is similar to the polynomial kernel. The definition of an
m-order ANOVA kernel between ,y € R is

K{(z,y) Z Tjy T Y Yjms (2.19)
J1<<Jm

where 2 < m < d € N is the order of the ANOVA kernel. For convenience, 0/1-order
ANOVA kernels are often defined as K& (x,y) = 1 and Kj(x,y) = (x,y). The difference
between the ANOVA kernel and the polynomial kernel is that the ANOVA kernel does
not use feature interactions that include the same feature (e.g., r17y, z3r3) while the
polynomial kernel does. Although the evaluation of the m-order ANOVA kernel involves
O(d™) terms, it can be computed in O(dm) time using dynamic programming [9) [64].
Precisely, from the following well-known recursion of the ANOVA kernel [64, 9, [10],
K (p,z) and the FM and HOFM are clearly multi-linear w.r.t p1,...,pg, 21, .., %4

K{'(p, @) = K{(p-j, ®-j) + pjz; KX (poj, ;). (2.20)

In some applications, ANOVA-kernel-based models have achieved better performance than
polynomial-kernel-based models [0, [10]. We discuss these models later in this section.

While the ANOVA kernel uses only m-order different feature interactions, the all-subsets
kernel [9] K,y uses all different feature interactions and is defined as

d
Kau(a:,y) = H(1+x]y]) (221)

j=1
Clearly, evaluation of the all-subsets kernel takes only O(d) time.
For a given family of itemsets S C 29, the itemset kernel [29] on S is defined as

Ks(m,y) =) H%yj = (ds(), ds(y)) - (2.22)

The itemset kernel clearly uses feature interactions in the family of itemsets S and can
be regarded as an extension of the ANOVA kernel, all-subsets kernel, and standard dot
product. For example, when S = 219 K4 clearly uses all feature interactions and hence is
equivalent to the all-subsets kernel Ky in ([2:21). When S = (%) .= {V C [d] | |S| = m},
the itemset kernel K is equivalent to m-order ANOVA kernel K}'. Furthermore, when
S ={{1},...,{d}}, the itemset kernel Ky clearly represents the standard dot product.

2.6 Factorization Machines and Polynomial Networks

In this section, we introduce factorization machines (FMs) and related models.

2.6.1 Factorization Machines

FMs [60, 61| are models based on second-order feature interactions. FMs predict the target
of x as

fom(@;w, P) = (w, ) + > (pj. pj) 75,7,

j2>j1

’lU 33 T3 Z Z p]l’pJQ x]lxﬂu (223)

Jl Ljoe[d\{j1}



where w € R?Y and P € R%* are learnable parameters, and & € N is the rank
hyperparameter. The first term in (2.23)) represents the linear relationship, and the second
term represents the second-order polynomial relationship between the input and target.
For a given training dataset D = {(x,,y,)})_;, the objective function of the FM is

N
Len(w, P; Ay, \y) = Z (fena(@n), yn) + Aw llw]5 + A, [|1P3, (2.24)
=1

where A\, A\, > 0 are the regularization-strength hyperparameters.

The inner product of the j;-th and js-th row vectors in P, (p;,,p;,), corresponds to
the weight for the interaction between the j;-th and j,-th features in the FM. Thus, FMs
are equivalent to the QR with factorization of the feature interaction matrix W = PPT:

fQR(w;w,PPT) = frm(z; w, P). (2.25)

The computational cost for evaluating FMs is O(nnz (x) k), i.e., it is linear w.r.t the
dimension of feature vector d, because the second term in (2.23) can be rewritten as

k

Y Pipn) sz, =) (P @)’ — (Peopszow)/2 (2.26)

J2>71 s=1

On the other hand, the QR clearly requires O (nnz (a:)Q) time and O (d?) space for
storing W, which is prohibitive for a high-dimensional case. Moreover, this factorized
representation enables FMs to learn the weights for unobserved feature interactions but
the QR (PR) does not learn such weights [60].

The objective function in is differentiable, so Rendle [60] developed the SGD
algorithm for minimizing . Although the objective function is non-convex w.r.t P,
it is multi-convex w.r.t p; for all j € [d]. It can thus be efficiently minimized by using the
CD algorithm [62, [10]. Both the SGD and CD algorithms require O(nnz (X) k) time per
epoch (using all instances at one time in the SGD algorithm and updating all parameters
at one time in the CD algorithm), where X € RY*? is the design matrix. It is linear w.r.t
both the number of training examples N and the dimension of feature vector d.

2.6.2 Polynomial Networks and Convex Factorization Machines

Livni et al. [4I] proposed polynomial networks (PNs), which are depth-2 neural networks
with a polynomial as the activation function:

k
fin(x;w, P a) = (w, x) + Zozs (p.s )’ = (w, ) + Zoz noly (T, P:.5,0),  (2.27)

s=1

where w € RY, P € R¥* and o € R* are the learnable parameters, and k& € N is the
number of hidden units (hyperparameter). P is the weight matrix between the input
and hidden layers, and A is the weight vector between the hidden layer and the output
layer. They showed that PNs can approximate neural networks with a sigmoidal activation
function.

In addition, they also provided an efficient convergence-guaranteed greedy learning
algorithm based on solving an eigenvalue problem. At each iteration, their algorithm adds
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a new hidden unit and learns only its weight vector. Mathematically, at ¢t-th iteration,
their algorithm finds p., that minimizes the following first order approximation:

1

N

] =

14 (fF%N (mnv w, (P(t)vpt>7 (a(t)7 at)) 7yn)

n=1

0(FO(@,) + ar (@0, p.0)°  yn)

|
2|~
WE

3
Il
—

[E (f(t)<$n)a yn) +a <mn7p:,t>2 4 (f(t)(wn)a yn)] ) (2.28)

R
2| =
WE

i
I

where fO(x,) = fi(z;w, P = (p.1,...,P.s1),a = (a1,...,0,1)"). The first term
in (2.28) is independent of p. , and we can assume that ||p..||, = 1 with out loss of generality

since a; (z,p..)” = a HPtH; (x,p./ ||p:,t||2>2. Therefore the optimization problem w.r.t
p.: can be written as

T

max - |p,,

P s€RY,[|p. s[l,=1

, (2.29)

N
Z v (f(t)(mn)a yn> mnmv—;] D.:

n=1

so the solution to (2.29)) is the dominating eigenvector of 25:1 U (fD(xn), yn) Ty, and
it can be computed efficiently, e.g., by using the power method. When p.;,...,p.; are
fixed, the optimization problem of @ (and w) is equivalent to that of linear models. They
also extended second-order PNs to third-order ones, which comprise a subset of depth-3
PNs. Blondel et al. [§], Yamada et al. [74] proposed convex factorization machines, it is
almost the same as PNs.

Moreover, Blondel et al. [I0] proposed a lifted formulation of PNs:

k
fon(@w eRLUV R o e RY) = (w, @) > a, (U, @) (v, ) . (2.30)

s=1

Lifted PNs are multi-linear w.r.t their parameters whereas original PNs (2.27) are not.
Thus, lifted PNs can be optimized efficiently by using the CD algorithm.

2.6.3 Higher-order FMs and All-subsets Model

Blondel et al. [9] proposed higher-order FMs (HOFMs), which use not only second-order
feature interactions but also higher-order feature interactions. M-order HOFMs predict
the target of x as

Mk
m=2 s=1
where P . PM) ¢ R%F are learnable parameters for 2,..., M-order feature in-

teractions, respectively. M-order HOFMs clearly use from second to M-order feature
interactions. Although the evaluation of HOFMs seems to take O (d™k) time at
first glance, it can be completed in O (dkM?) time since m-order ANOVA kernels can be
evaluated in O(dm) time by using dynamic programming [9, [64]. Blondel et al. [9] also
proposed efficient CD and SGD-based algorithms.
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Blondel et al. [9] also proposed the all-subsets model, which uses all feature interactions.
The output of the all-subsets model is defined by

k

d k
fa(@; P) = Ka(@,p..) = > > K{(p.s @), (2.32)

s=1 m=0 s=1

where P € R%¥ ig the learnable parameter. The all-subsets model uses all 2¢ feature
interactions. The all-subsets model is also multi-linear w.r.t its parameter, and therefore
it is optimized by the CD algorithm efficiently. Practically, the all-subsets model tends to
have lower performance than HOFMs [9)].

2.6.4 Deep-Neural-Networks-based FMs

In the last decade, deep neural networks (DNNs) have achieved state-of-the-art per-
formances in many tasks [22]. With these success, several researches have proposed
DNN-based FMs [27, B8, [77, 24, [38, [70), 65, [14]. These researches introduced new layers
that use feature interactions like FMs and proposed DNN-based models using them. He
and Chua [27] proposed neural factorization machines (NFMs) that use second-order
feature interactions in the bi-interaction layer, which is a hidden layer using second-order
feature interactions. Each unit in the bi-interaction layer is a second-order ANOVA kernel
and NFMs are DNNs using the bi-interaction layer as the first hidden layer. The main
idea of other researches [58| [77, 24] are almost the same as that of He and Chua [27] and
these DNN-based FMs achieved better performance than that of the original FMs.
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Chapter 3

Algorithms for Feature-based Link
Prediction Using Higher-order Feature
Interactions across Objects

3.1 Introduction

Link prediction is the computational problem of determining whether two given objects
are linked. In a common setting, an adjacency matrix with missing values for an objective
network is given, and the task is predicting the missing values. In this chapter, we consider
a feature-based link prediction problem in which the feature vectors of two objects are
given. Feature-based link prediction is used in a more general setting because feature-based
link prediction can be applied not only to the common adjacency-matrix-based (in other
words, index-based) link prediction problem by regarding the indices of objects as features
but also to many other identification-related problems: face verification by using two facial
images, disambiguation of two author names in two different papers by using words in titles
and names of co-authors, link prediction for a social network by using member features,
and so on. While index-based link prediction methods cannot predict links between an
unknown (completely new) object and unknown or known objects, feature-based link
prediction methods can do it as long as the feature vectors are given.

Models using second-order feature interactions are effective for feature-based link
prediction [511, 5, [72] [60], 43], 46, [61]. The higher-order factorization machine (HOFM) [9],
which is an extension of the factorization machine (FM) [60, [61] that enables higher-order
feature interactions, outperforms models using second-order feature interactions. It has
thus been attracting the attention of many machine learning researchers. However, in
feature-based link prediction, the HOFM uses higher-order feature interactions not only
across the two objects but also from the same object. Feature interactions from the
same object are irrelevant to major link prediction problems such as predicting identity
(face verification, author name disambiguation, and so on) because it is not reasonable
to determine whether two objects are the same from the features of only one object.

This chapter is based on [4], by the same authors, which appeared in IEICE Transactions on Information
and Systems, Copyright(c) 2020 IEICE. The material in this paper was presented in part at the IEICE
Transactions on Information and Systems [4], and all the figures of this chapter are reused from [4] under
the permission of the IEICE.
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As an efficient method for computing feature interactions only across two objects is not

available, a model is needed that uses feature interactions only across two objects. We

have developed models that use higher-order feature interactions only across two objects.
The contributions of this chapter are as follows:

e We derive an algorithm for efficiently computing the sum of higher-order feature
interactions only across two objects.

e We present a model that uses feature interactions only across two objects and can
be efficiently evaluated using the proposed algorithm.

e We present an efficient CD algorithm. Keys of our algorithm’s efficiency make the CD
algorithm for the HOFM faster than the original CD algorithm proposed by Blondel
et al. [9].

e We also propose deep-neural-network-extensions of our proposed models.

e We describe and discuss the relationships among proposed models and existing
models on the basis of representabilities of these models.

In Section , we explain existing methods [51], 5, [72], 43, 146, [60) 61], 9, 27, 58, (77, 24, 38, 41].
We present our contributions described above in Section [3.3] Experimental results are
shown in Section [3.4] and finally we conclude in Section [3.5

3.1.1 Problem Formulation and Notation

Feature-based link prediction is the computational problem of determining whether two
objects, a € R and b € R%, are linked or not. Therefore, our goal is to obtain a classifier
[ R4 xR%2 — R such that f(a,b) > 0 if two objects are linked and f(a, b) < 0 otherwise.
Supervised learning approaches have been used to obtain accurate classifier f. With these
approaches, the user first collects a training set, i.e., a set of labeled pairs of objects

D = {(a1,b1,t1),...,(an,by,tN)}, where t; € {—1,1} is the label of the i-th pair of
objects, t; = 1 means the two objects are linked, and t; = —1 means they are not linked.
The machine learning user next inputs D into the supervised learning algorithm to obtain
classifier f.

3.2 Existing Methods Using Feature Interactions Across
Objects

3.2.1 Feature Interactions Across Objects

As described above, classifier f is obtained by using a supervised learning algorithm
after collecting a training set. However, the feature vectors of pairs are needed in order
to use conventional supervised learning algorithms and models. Because only feature
vectors for each object are given in our feature-based link prediction setting, design feature
vectors of the pairs are required for common algorithms and models. However, designing
appropriate feature vectors is a difficult problem in general. Fortunately, second-order
feature interactions across objects work effectively [51], 5], [72, [43] [46].
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The vector representing feature interactions across a and b can be written as the tensor
product of @ and b:

VeC(b X CL) = (albl, ce ,albdQ, ce ,adlbdQ)T. (31)

It is possible to obtain f enabling second-order feature interactions across object by using
this feature vector as the feature vector of a pair, but the computational cost of computing
this vector is O(dyds), which is too high.

3.2.2 Kernel Method

Oyama and Manning [51] and Ben-Hur and Noble [5] proposed the following kernel function
for second-order feature interactions across objects:

P2((a,b), (a', b)) = Z a;alb;b,. (3.2)

We call this kernel a pairwise kernel. Clearly it enables second-order feature interactions
across objects and can be computed in O(d) time by (a, a’)-(b,b’). Hence, when the number
of training data NN is not so large, using a model (e.g., support vector machines (SVMs))
along with the pairwise kernel P? enables the use of second-order feature interactions
across objects without computing the feature vector of efficiently.

Although using a second-order polynomial kernel for concatenating the feature vectors
of two objects ((a;b), (a’; b'))* enables the use of second-order feature interactions, then
interactions from the same object, e.g., ajaza)aj, are also included. They are irrelevant for
such applications as predicting identity because it is not reasonable to determine whether
two objects are the same from the features of only one object. Indeed, SVMs with a pairwise
kernel outperformed ones with polynomial kernels in author name disambiguation [51].

3.2.3 Matrix Factorization Method

The linear regression model with vec(a ® b) can be written in matrix form:

di  do
fou(a,b; W) =a Wb => "> "w;ab;, (3.3)

i=1 j=1

where W € R%%4 is the learnable parameter. We call this a bilinear model (BM). The
size of the BM and the computational cost of evaluating the BM are O(d;ds), and these
may be prohibitive. One proposed solution is factorization of W [72, [43], [46]:

feem(a,b;U, V) :=a'UV'b = fam(a,b;UV"), (3.4)

where U € R4*¥ and V € R%** are the learnable parameters and k& € N is the rank
hyper-parameter. We call this the factorized bilinear model (FBM). The size of the FBM
and the computational cost of evaluating the FBM are O(k(d; + ds)), which are acceptable.

3.2.4 FMs and HOFMs for Link Prediction

HOFMs and FMs have been used in recommender systems in which the feature vectors
of each user and item are given [60] [10] and in feature-based link prediction [9] by using
(a;b) as x. In this case, the FM not only uses feature interactions across objects but also
uses different-feature interactions from the same object: {a;a; | i # j} U {bb; | i # j}, so
they are irrelevant to some problems like predicting identity.
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FM-based models (using feature combinations not
only across objects but also from the same object)

Figure 3.1: Relationships among proposed methods (HOPairNet, PairNet, HOPairDNN)
and some existing methods.

3.3 Higher-Order Feature Interactions Across Two Ob-
jects

3.3.1 Basic Idea of Our Research

As mentioned above, the use of second-order feature interactions across objects is an
effective approach in feature-based link prediction [51), Bl [72], [43], [46]. Although the
HOFM [9] using higher-order feature interactions achieved better performance than the
second-order FM [60), [6T], the HOFM and FM use feature interactions from the same
object, and these interactions are irrelevant to such problems as predicting identity.
Therefore, models using higher-order feature interactions only across the two objects
should outperform these models described above. Fig. summarizes relationships among
the proposed methods: pairwise networks (PairNets), higher-order pairwise networks
(HOPairNets), and higher-order pairwise deep neural networks (HOPairDNNs) that will
be presented later and some existing methods.

3.3.2 Higher-Order Pairwise Kernel

We define the higher-order feature interactions across @ € R% and b € R% as

UAai, - aiby, - by, Vit <y, iy < iy ¥ < o},

that is, m-order feature interactions including at least one feature of both objects, and
not including feature interactions from the same object. We also define a kernel using
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Algorithm 1 DP algorithm for evaluating K3'(p, ) in O(md) time and O(m) memory

Input: p,xz € R?
ag < 1,a; < 0Vt € [m];
for j < 1,...,ddo

fort+ m,...,1do
Qg < G + P;T;0_1;
end for
end for

Output: K}'(p,x) = ap,

higher-order feature interactions across objects:

XY % (M) (o) 35)

t=1 i1 < <it 1< <Jm—t \t'=1 t'=1

where © € R® and v € R®. When m = 2, this equation is equivalent to the pairwise
kernel in (3.2)), so we call this kernel an m-order pairwise kernel.

Naive computation of an m-order pairwise kernel takes O ( ;1_11 dﬁdgl—t) time, which
may be prohibitive. However, a clue to efficiently computing a higher-order pairwise kernel
can be obtained from the following transformation:

P"((uw,v),(a,b)) = g K (u,a)K{ (v, b). (3.6)

t=1

3

This equation shows that an m-order pairwise kernel can be computed in O(m) time when
the series of the ANOVA kernels, K% (u,a) and K (v,b) for t € [m — 1], are given. The
ANOVA kernels K (u,a) and K’ (v,b) for t € [m — 1] are computed in O(md;) and
O(mdy) time and memory by previous algorithm [9]. Therefore, an m-order pairwise kernel
can be computed in O(m(d; + dz)) time and memory. Fortunately, the DP algorithm for
evaluating the ANOVA kernel based on recursion can actually be run in only O(m)
memory, and an m-order pairwise kernel can be computed in O(m(d; +dz)) time and O(m)
memory. We show the procedure of this efficient algorithm for computing ANOVA kernels
in Algorithm [I] The final value of a; in Algorithm [1]is K% (p, ) for t € [m]. Therefore,
not only K3'(p, x) but also K (p, x) for t € [m — 1] is obtained in O(md) time and O(m)
memory. This insight for the memory efficiency of recursion ([2.20)) can be useful for the
optimization and it will be described in Section [3.3.4]

There are two important properties of the higher-order pairwise kernel. The first one
is multi-linearity. It is derived from the multi-linearity of the ANOVA kernels and (3.6).
The second one is homogeneity. Let A € R and m € N>y. Then,

A"P"((w,v),(a,b)) = P"((Au, \v), (a,b)). (3.7)
When m = 2, the following equation is also satisfied:

AP ((u,v), (a, b)) = P*((\u,v), (a,b)). (3.8)
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It is derived from the homogeneousity of the ANOVA kernel [I0]: A\"K}(p,x) =
K (Ap,x). From ({3.6) and homogeneousity of the ANOVA kernel, (3.7) is obtained:

m—1
AP ((u,v) NEK (u, @)\ "K' (v, b)
t=1
—1

= Ki(Au,a)K (A, b) = P"((A\u, \v), (a, b)). (3.9)

t=1
(3.8)) is obtained in similar way: AP?((u,v), (a,b)) = AK (u,a)Kj(v,b) = Ki(Au,a)Kj (v,b) =
P2((Au,v), (a,b)). Tt is used to discuss the representability of our proposed models.

3

3.3.3 Higher-Order Pairwise Network and Pairwise Network

We first propose a higher-order pairwise network (HOPairNet) that uses higher-order
feature interactions only across the two objects. It is based on the definition of the HOFM
and PN [41] [10]. The model formula for this model is given by

fI?OPairNet (CL b z/{(m) V(m)’ A(m)>

= Z Z AP ((u),vD) , (a,b)), (3.10)

t=2 s=1

where U®) ... U™ ¢ Rhxk v v X@ ¢ RExk and A@ . XM ¢ RF
are the learnable parameters, and U™ V™ and A(™ are sets of them. An m-order
HOPairNet clearly enables the use of from second to m-order feature interactions only
across the two objects. We call a second-order HOPairNet a PairNet:

frair(a,b; A, U, V) ZA P? ((u.5,v.5), (a, b)) . (3.11)

The most 1m}>)ortant property of the HOPairNet and PairNet is multi-linearity w.r.t
AP , uj1 s» and v, It is easily derived from the multi-linearity of the higher-order pairwise
kernel. It makes the objective function of the HOPairNet model multi-convex, enabling it
to be efficiently optimized by using the CD algorithm, as with the HOFM.

With regards to the representability of the PairNet, [10] showed that when m is odd,
A = 1 can be fixed without loss of generality in the FM and PN. Similar results are
obtained with a model using a higher-order pairwise kernel.

Lemma 3.1. Let fpm(a, by AU, V) = 3* A P"™((u.,,v.,), (a,b)), [ : R x R — R
be a convez loss function, and Lpm (D, A\, U, V') = % ZZ]\LI U fpm(a;, b;),t;). Then, if m

1s even that is greater than 2,

)\HIIJID Lpn(AU,V) < rél‘rflem(l U,v), (3.12)
and otherwise (that is, if m is odd or 2)
AI/’III}R/ me (A, U7 V) = I[E'l,l‘lfl L'pm(]_, U, V) (313)
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Proof. With the use the homogeneity of the higher-order pairwise kernel, Lemma is
derived in the same way as the result for the PN and FM (|10], Lemma 4). O

Because fp2 is equivalent to the PairNet, A = 1 can be fixed without loss of generality
in the PairNet. Lemma says that introducing A® for even ¢ > 4 improves the
representability of the HOPairNet.

We next show that the PairNet is equivalent to the FBM from Lemma and from
the result of transformation to the matrix form of .

Lemma 3.2. Equivalence of the PariNet and the FBM.
For every PairNet fpa, there exist an FBM frpm such that fp.i(a,b) = frem(a,b)
for alla € R4, b € R%,

Proof. We first show the matrix form of the model equation of the PairNet, which is given
by

frar(@, b; A\, U, V) = a'Udiag(A\)V 'b. (3.14)

From Lemma (3.1, A = 1 can be fixed in the PairNet without loss of generality. When A = 1,
the PairNet is equivalent to the FBM: fp.i:(a,b;1,U, V) =a'UV b = frpy (a,b;U, V).
O

Therefore, the HOPairNet can be also regarded as an higher-order generalization of
the FBM. Furthermore, the following result for regularization in the BM, the PairNet, and
the FBM is derived from Lemma , , and previous results of regularization in the
PN and FM ([10], Theorem 2).

Theorem 3.3. Equivalence of reqularized problems. Let ||-||, be the nuclear norm. Then,

N
min 13" £ (6 fonr) + B[ W, (315)
1 N k
= min N2 O(fpair, t:) gg A Q. v.), (3.16)
- B
Z (Feme ) + 5 (1O + V1) (3.17)

where W € R U € RA*F V€ RE*E X € RF, rank(W*) < k, Qu,v) = |lul; +
|v||5, and W* = arg miny,, ~ SN U fem(ai, b W), ) + B |W |, (and we omit the input
vectors for each model).

Proof. These results can be obtained in the same way as in ([10], Theorem 2). Eval-
uation First, the value of loss term in is equal to that in when W =

UV'". Then, - - is derived from the relationship between the nuclear norm
and the Frobenius norm of the factorized matrix |[W|, = ming v, w—ovr(|U]5 +

IV2)/2. BI7)=(B.16) is derived from the following transformation of ( (3-14). Let
N T
A= (\/ Xols -y / ])\k\) and Agign = (sign(\1), ..., sign(\,))". Then,

frain(a,b; A, U, V) = a' Udiag(A)V b

= a'Udiag (X) diag (Asign) diag (X) V'b. (3.18)
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Let U = Udiag (5\) diag (Agign) and V = diag (5\) V. Then, substituting U and V as U
and V in (3.17)) results (3.16)). O

Nuclear norm regularization has been used for obtaining low-rank solutions [19, 130], so
a low-rank solution is expected for problem for the PairNet. Although we cannot
derive a theoretical result for the HOPairNet (i.e., the higher-order case), we can use the
straightforward extension of as the objective function,

N m k
% ZE(%, ti) + g Z Z |/\gt)‘ Q(u(ts)a v')), (3.19)
i=1

t=2 s=1

where y; = fliopair (@i, b;), because problem (i3 can be regarded as the least absolute
shrinkage and selection operator (LASSO) [66] for A® for ¢ € [2 : m] when U® and V® are
fixed. Therefore, sparse solutions for A*) can be expected, and obtaining sparse solutions
can be regarded as the selection of bases; that is, a low-rank solution can be expected. To
be more precise, because A) = 1 can be fixed when ¢ is odd or 2 from Lemma , we
only fit A®), which has even ¢ greater than 2. We use the CD algorithm with proximal

operation [53] for optimizing such A®. It is easily done by caching (u(ts), 'v(ts)) and
P ((u S),v(ts)> ,(ai7bi)> for all s € [k] and i € [n].

3.3.4 CD Algorithm for HOPairNets

As described above, optimization problems and are multi-convex optimization
problems. Hence, the two models proposed above can be efficiently optimized by using the
CD algorithm. Here we describe its use for the HOPairNet that includes the PairNet (when
m = 2). We assume that loss function [ is convex and p-smooth function Similar to the

CD algorithm for the HOFM [9], the update rule for ugn;) is ugz,l) “— u( 77] S@L/@uj s s
where L is the objective function in and 7, = quVl (8yi/8u‘ ) /N + B|)\ |

The update rule for v 1s easily derived in a similar manner. For updating, one obviously
must compute the partlal gradient

_ t (m)
Ay; m-1 9K, (uz,s ,ai>
=AM Kt (0™ b))
oy =N o

and it requires 9K} (u s ,az> / 8u Vfor t € [m — 1]. One can compute it by existing

algorithm proposed by Blondel et al. [9]. Then, the computational cost for updating all
coordinates of U™ and V™ once is O (m?k(n.(A) + n.(B))) time and O(Nm) memory,
where A and B are matrices in which the i-th row vector is a; and b;, respectively.
Here, we present a more efficient CD algorithm for the HOPairNet that takes only
O(mk(n.(A) + n.(B))) time for updating all the coordinates of U™ and V™ once. It
is based on the insight for the memory efficiency of recursion (2.20)) (i.e., Algorithm (1)) and
the following new recursion for calculating the partial gradient of the ANOVA kernel:

IOK}(p,x)
8pj

= ; (KZ”I(Pa x) —pj

= 2, K (p-y, @)

oK (p. o).

3.20
5, (320)
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Algorithm 2 Algorithm for computing 0K (p, )/dp,; in O(m) time and memory

Input: p;,x;, Ki(p,x)Vt € [m — 1]
P1 < Xy
fort«+ 2,...,m do
Pt < (Kf(l(p: x) — pjﬁtfl);
end for

Output: 9K} (p.x)

dp; = Pm

The advantage of recursion ([3.20)) is its reduced time complexity. When K% (p, ) for t € [m]
are given, 0K (p, )/dp; for t € [m] can be computed in O(m) time. The algorithm used
for computing them using recursion is shown in Algorithm 2} K (p, ) for t € [m]
can be computed in O(md) time and O(m) memory with Algorithm [Il With Algorithm
and Algorithm [2] K4 (p, z) and 9K} (p, z)/0p; for ¢ € [m] can be computed in O(md) time
and O(m) memory while an algorithm proposed by Blondel et al. [9] takes O (md + m?)
time.

For an efficient implementation of the CD algorithm, we need a method for efficiently
synchronizing prediction. Fortunately, the prediction is also synchronized in O(m) time.
Let pi*" = p; — A be the value after updating and p™* = (p1,...,pj—1,P;*", Pjr1, - - - Pa) "

Then,

0Ky (p. )

Kmpncw7w:Kmp7m_A
¥ (0", @) = K3 (p, ) o

. (3.21)

From these results about the complexities of the computing partial gradient and synchro-
nizing ANOVA kernels and predictions, using proposed algorithms can reduce the compu-
tational cost of the CD algorithm for the HOPairNet from O (m?k (n, ((A) + n. (B))) to
O (mk (n, (A) + n, (B))) time. This improvement is easily applied to the CD algorithm
for the HOFM.

3.3.5 Symmetrization

For some applications such as predicting identity, symmetry must be ensured; that is,
f(a,b) = f(b,a) must be satisfied. In such applications, the domains of @ and b are the
same, so d; = dy = d. We discuss here the method for ensuring symmetry in our proposed
models. We first consider the symmetry of the PairNet. The most straightforward way of
ensuring symmetry is parameter sharing: U = V = P. However, this parameter sharing
does not preserve the multi-linearity of proposed models and thus we cannot optimize
them efficiently.

Here, we use the relationship between the PairNet and the BM (Lemma and (3.4))).
The fgum(a,b; W) clearly satisfies the symmetry requirement when W is a symmetric
matrix. Because the PairNet can be regarded as a BM with W = Udiag(A\)V T, the model
fem(a, b; (Udiag(A)V'"T + Vdiag(A)U ") /2) can be regarded as the symmetric PairNet.
This technique is called the symmetrization trick [10] and preserves the multi-linearity of
the model. A method for ensuring HOPairNet symmetry can be easily derived from the
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following transformation for the symmetric PairNet:

a'= (UdiagA\) V' + Vdiag AU ") b

—_ DN =

= 5 (fPair(a’a b> )\a U7 V) + fPair(ba a; }‘7 Ua V)) . (322)

From this, a symmetrization method for the HOPairNet is derived: $(fiopa.(a,b) +
fﬁnOPair(ba a))

3.3.6 Problem of DNNs in Symmetric Link Prediction

As described Chapter 2 DNNs are attracting attention in the field of machine learning,.
Since DNNs can automatically obtain feature representations, one might consider that
DNNs with the concatenated vector (a; b) should be able to outperform existing methods
even in link prediction. However, concatenated vectors do not satisfy symmetry ((a;b) #
(b;a)). Therefore, for symmetric link prediction, a DNN with symmetry fpyn((@;b)) =
fonn((b; @)) should be used. Bishop [7] classified the approaches to making a NN invariant
into four approaches

1. The training set is augmented using replicas of the training patterns, transformed in
accordance with the desired invariance.

2. A regularization term is added to the error function that penalizes changes in the
model output when the input is transformed.

3. Invariance is built into the pre-processing by extracting features that are invariant
under the required transformations.

4. Invariance is built into the structure of the NN.

In symmetric link prediction, the NN should be invariant with respect to the order of the
data values in a pair; i.e., it should have symmetry. Approach 1, called data augmentation,
incurs extra computational costs. Approach 2 cannot be used in pairwise classification
because transformation that changes the data order is not continuous. Approach 3 is
problematic because designing suitable features is difficult. Therefore, we took Approach
4. If the values of the hidden layer connected with the input layer satisfy symmetry, the
NN output satisfies symmetry. Namely, let W be the weight matrix between the input
and the hidden layer. The NN output satisfies symmetry if the following equation holds:

v(1)-w(t)

Let W; be the weight matrix between the partial input layer for the first object and
the entire hidden layer, W5 be the weight matrix between remaining input layer for the
second object and the entire hidden layer. Since W = (W, W), can be rewritten
as Wi(a —b) = Wy(a — b) . For arbitrary a and b, this equation holds if W; = W,
However, there is actually a problem here. If this equation holds, the following equation

holds.

~

W(a:b) = W(a +b), (3.24)
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where W is equal to W; and W,. From (3.24)), it follows that the addition of feature
vectors of two objects is input to the DNN. However, the addition of feature vectors of
two objects is not suitable for pairwise classification because the information about the
features of each object is lost. For example, in the author matching problem, it cannot be
determined which words appear in which papers.

3.3.7 Higher-Order Pairwise Deep Neural Networks

Finally, we present DNN-based models that enable higher-order feature conjunctions across
objects. The proposed models use higher-order feature conjunction across objects explicitly.
Moreover, the proposed models with symmetry do not lost the information about the
features of each object.

We first give the interpretation of the PairNet as a neural network (NN). can be
rewritten:

k
frain(@, b; AU, V) = Z As (vec(b® a), vec(v. s @ u.5)) . (3.25)

s=1
Therefore, the PairNet can be regarded as a depth-2 NN with vec(b ® a) as input, an
identity function as the activation function, vec(v. s ® u.) as the weight between the
input and s-th units in the hidden layer, A as the weight between the hidden layer and

the output unit, and £ is the number of hidden units. We propose a pairwise deep neural
network (PairDNN):

frarpan (@, b; U, V, ©) = fpnn(o(2); ©), (3.26)

where o(z) = (0(z1),...,0(z1)), 2s = P?*((u.s,v.5), (a, b)) for s € [k], is the input of
foxn(+), 0 : R — R is an element-wise activation function, fpxy : R¥ — R is a DNN, and
O is the set of parameters for the DNN (we do not specify the architecture (form) of fpnn).
This modeling is an analogy of some existing DNN-extensions of FMs [27], 58, [77, 24, [38].
A PairDNN can be regarded as a DNN with vec(b ® a) as the input and o(-) as the
activation function in the first hidden layer. The reason we introduce o(-) is that the
activation function in DNNs is a commonly used non-linear function. If o(+) is an identity
function and U = V, the PairDNN is equivalent to the Pairwise DNN [2]. The PairNet,
PairDNN, and Pairwise DNN enable the use of second-order feature interactions across
objects without computing it directly and the same technique recently proposed by other
researchers [37, [50]. While the DNN can extract useful feature representation, introducing
the layer using feature interactions explicitly improves the performance of the DNN. Indeed,
the DNN-based models using feature interactions outperformed simple DNNs in some
applications [28] 139, [37].

We also propose a higher-order pairwise deep neural network (HOPairDNN) by defining
2™ = Yo, P! <<u(tg,v(?) , (a, b)> for s € [k] in (3.26). The HOPairDNN can be
regarded as a DNN with from 2 to m-order feature interactions across objects as input.
We call the layer that computes 2™ higher-order pairwise interaction layer.

3.3.8 Relationship between Proposed Methods and Existing Meth-
ods for Index-based Link Prediction

As described in Section while index-based link prediction methods cannot predict links
between an unknown object and unknown or known objects, feature-based link prediction
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methods can do it as long as the feature vectors are given. Moreover, methods for feature-
based link prediction can be applied to index-based link prediction by regarding the indices
of objects as features; given indices of nodes a;,q and b;,q, one-hot encoding vectors of indices
can be used as feature vectors of nodes. Then, d; and dy correspond to the number of nodes.
The model equation of the latent factor (feature) model [35] EL which is a well-known method
for index-based link prediction, flatent(@ind, bina) : [d1] X [da] — (Way, s Vb, o) + wi® + wlgi?d,
where u; € R (i € [dy]), v; € R* (j € [do]), w@ € RY and w® € R® are learnable
parameters. Parameters w; and v; are called latent factors, and w® and w® are
called biases. It is known that the FM for index-based link prediction (i.e., using one-
hot encoding vectors) is equivalent to this latent factor model and the FM using both
indices and additional features of objects outperformed the latent factor model in the
recommendation task [60]. The PairNet for index-based link prediction is equivalent to the
latent factor model without biases: fpair(a,b;1,U, V') = (uq,, vp,,,) - Furthermore, from
this result, it is clear that the second-order pairwise network layer for one-hot encoding
vectors is equivalent to the generalized matrix factorization layer, which is used in the
neural collaborate filtering [28] that is a DNN-extension of the latent factor model.

In index-based link prediction setting, one can obtain some feature representations
by some graph embedding methods [23]. Several researches showed that using both
indices and features of objects could improve the performances [60, 43] [78]. Moreover,
some researches showed the effectiveness of the bilinear pooling, which uses second-order
feature interactions between extracted (embedded) feature vectors [39) [37]. Thus, it seems
promising to use feature-based link prediction methods that use feature interactions (e.g.,
proposed methods) with both indices and embedded features of objects in index-based
link prediction. We leave the investigation of it for future work.

There have been many other index-based link prediction methods and recently the
method using graph NN [73] has been proposed [76]. Since this is also a method for
index-based link prediction, this method cannot predict links for unknown nodes although
they can leverage additional features of nodes. On the other hand, our methods (and other
methods for feature-based link prediction) can learn models without indices of objects and
predict links for unknown objects.

3.4 Experiments

We evaluated the performance of our proposed models using three feature-based link
prediction tasks: author disambiguation, co-author link prediction and recommendation.

3.4.1 Datasets

e DBLP. For the author disambiguation task, we extracted 3,384 papers in which
there were 729 unique author names from the DBLP dataset. Each paper was
considered an object. If two papers had an author in common, we gave that pair of
papers a positive label. We used all the words in the titles, the coauthor names, and
the publication venues for creating bag-of-words feature vectors.

e NIPS. For the co-author link prediction task, we obtained a dataset of co-author
graphs from the first 12 editions of the Neural Information Processing Systems

IThis method is also called matriz factorization in the context of the index-based link prediction.
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Table 3.1: Datasets for evaluation.

Dataset ‘ dl ‘ d2 ‘ Ntrain ‘ Nvalid ‘ Ntest
DBLP | 9,264 22,416 | 1,000 | 21,264
NIPS 13,649 3,134 134 3,000

MLI00K | 49 |29 | 21,200 | 1,000 | 20,200

Conference [63]. There were 2,037 authors in this dataset. If two authors had
collaborated, we gave that pair of authors a positive label. Each object (author) was
represented by a bag-of-words feature vector, which used words in their publications.

e ML100K. For the recommendation task, we obtained a dataset from the MovieLens
100K (ML100K) dataset [25] that contained data for 943 users and 1682 movies (a
represented a user, and b represented a movie). For features and labels, we generally
followed the practice of Novikov et al. [49] but we did not use user and movie indices.

The number of positive and negative pairs in all datasets were equalized by under-
sampling the negative pairs similarly in [51]. For all datasets, we created a validation set
by randomly sampling the test set after creating the training and test sets. The details
for the three datasets are summarized in Table [3.1] Intuitively, proposed methods seem
suitable for the DBLP and NIPS dataset. On the other hand, proposed methods do not
seem suitable for the ML100K dataset since feature interactions from the same object can
be effective (e.g., there may be movies that tend to receive high ratings).

3.4.2 Comparison with HOPairNets and Existing Models

We first compared our proposed HOPairNet with these existing models:

e HOPairNet. Our proposed HOPairNet defined in (3.10). We minimized the
objective function by using the CD algorithm. We introduced A when
m > 4 because of the Lemma [3.1] For the DBLP and NIPS datasets, we used the
symmetrization method described in Section [3.3.5]

e HOFM. The higher-order factorization machine [60} 9] defined in (2.31)). It was
optimized by using the CD algorithm.

e PairSVM. We used the SVM with a second-order pairwise kernel proposed by Oyama
and Manning [51], Ben-Hur and Noble [5]:

y =1, aP*((a; b), (a,b)).

For the DBLP and NIPS datasets, we set k& = 30 for the HOPairNet and HOFM follow-
ing [10]. For the ML100K dataset, we set k = 10 for the HOPairNet and HOFM. For
the HOPairNet and HOFM we set 3 (a regularization hyper-parameter) to 1077, 1079,
or 1075 on the basis of the accuracy for the validation set. We set the regularization hyper-
parameter in the objective function of the PairSVM to 1077,107%,...,107. We set £(-,-) as
the logistic loss for the HOPairNet, HOFM. We compared the accuracies of these models
for the three test sets. Note that this is an experiment of feature-based link prediction task
and hence we did not use indices of objects (namely, the adjacency-matrix/graph). Hence,
we cannot compare these methods and other methods for index-based link prediction
that require indices of objects, e.g., latent factor models [35] and the neural collaborate
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Table 3.2: Comparison of accuracies of PairNets with those of existing models.

Model DBLP  NIPS ML100K
FBM (m = 2) 0.7639  0.8567  0.5951
HOPairNet (m =3) | 0.7827 0.8570 0.6239
HOPairNet (m=4) | 0.7761  0.8443 0.607
HOFM (m = 2) 0.7037 0.7840  0.6318
HOFM (m = 3) 0.7470  0.7838  0.6362
HOFM (m = 4) 0.7412  0.7840  0.6225
PairSVM 0.7290 0.9171  0.5972

filtering [28], the graph neural networks [76]. Results are shown in Table [3.2] For the
DBLP dataset, the third-order HOPairNet achieved the best accuracy. The accuracy of
the HOPairNet was more robust than that of the HOFM with respect to the order of
feature interactions. Higher-order feature interactions across objects can be effective as
shown by the better performance of the third- and fourth-order HOPairNet compared to
the second-order HOPairNet (which is a PairNet equivalent to the FBM) for all datasets.
The better performance of the HOPairNet compared to the HOFM for the DBLP and
NIPS datasets shows that using feature interactions only across objects is important for
such problems as predicting identity.

While the PairSVM achieved the best performance for the NIPS dataset, its perfor-
mance for the DBLP dataset was not good. The proportion of non-zero values in the
DBLP and NIPS datasets was 0.1% and 7.5%. Hence, if the data are not very sparse and
the number of training instances is not so large, the PairSVM is a good choice.

For the ML100K dataset, the HOFM outperformed the HOPairNet and PairSVM
because the HOFM use feature interactions from the same object and the ML100K
dataset is designed for recommender systems as described above. Because the ML100K
dataset is designed for recommender systems, use of feature interactions from the same
object can be effective (e.g., there may be movies that tend to receive high ratings).

3.4.3 Comparison with HOPairDNN and Existing DNN-based
Models

Next we compared our proposed HOPairDNN with a DNN-based FM/HOFM for the
DBLP dataset.

e HOPairDNN. Our proposed HOPairDNN is described in Section [3.3.7 We mini-
mized the logistic loss without regularization terms by using the Adam stochastic
optimization method [33]. We set the learning rate for © to the default value (0.001),
and for UM V® ¢ ¢ [2 : m] to 0.001,0.002, ..., or 0.009. We used the identity
function as an activation function in the higher-order pairwise interaction layer o(-).
We used the relu function as an activation function in fpnn.

¢ HONFM. The HONFM is the higher-order extension of the NFM [27]. We also
tuned the HONFM as for the HOPairDNN.

e Concat. A DNN with (a;b) as input. We used Adam with the learning rate
0.001,0.002, ..., or 0.009. We used relu activation function in all hidden layers.
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Table 3.3: Comparison of accuracies of DNN-based models for DBLP dataset with those
of existing models. For comparison, some results from Table are shown.

Model Accuracy Model Accuracy
HOPairDNN (m =2) | 0.8527 FBM (m = 2) 0.7639
HOPairDNN (m =3) | 0.8547 | HOPairNet (m =3) | 0.7827
HOPairDNN (m =4) | 0.8483 | HOPairNet (m =4) | 0.7761

HONFM (m = 2) 0.8144 HOFM (m = 2) 0.7037
HONFM (m = 3) 0.8142 HOFM (m = 3) 0.7470
HONFM (m = 4) 0.8124 HOFM (m = 4) 0.7412

Concat 0.7600 PairSVM 0.7290

Table 3.4: Comparison of ROC-AUCs, precisions, and recalls for imbalanced DBLP dataset.

Model ROC-AUC Precision Recall
HOPairDNN (m = 2) 0.9064 0.0822 0.7629
HOPairDNN (m = 3) 0.9057 0.1392 0.7154
HOPairDNN (m = 4) 0.9124 0.1873 0.6993

HOPairNet (m = 2) 0.8350 0.0800 0.5659
HOPairNet (m = 3) 0.8393 0.0822 0.5925
HOPairNet (m = 4) 0.8384 0.0792 0.6075
HONFM (m = 2) 0.8700 0.0297 0.7841
HONFM (m = 3) 0.8676 0.0359 0.7487
HONFM (m = 4) 0.8670 0.0364 0.7456
HOFM (m = 2) 0.7892 0.0097 0.3708
HOFM (m = 3) 0.8144 0.0417 0.6221
HOFM (m = 4) 0.8128 0.0425 0.6158
Concat 0.8331 0.0923 0.5379
PairSVM 0.8811 0.2047 0.5223

The number of hidden layers was four in all models. We used the Dropout [68] for
regularization in all models. We adjusted the number of hidden units to make the number
of parameters almost the same as that for the simple DNN that has four hidden layers
with 1,000 units and whose input vectors are the addition of @ and b: a + b. We ran the
experiment five times using different initial values and compared the average values.

As shown in Table 3.3 the HOPairDNN, especially the third-order one, achieved the
best performance. Note that the differences in performance between the second-, third-,
and fourth-order HOPairDNN were smaller than those for the HOPairNet. Since
DNN-based models are strongly non-linear, the effect of higher-order feature interactions
may be smaller. Although the results of the HONFM, which are the DNN-extension of
the HOFM, were better than those of HOFM and PairNets, they were inferior to those
of HOPairDNN. Both HONFM and HOPairNet outperformed the Concat and thus
explicitly using feature interactions are effective.

3.4.4 Comparison on Imbalanced Setting

Next, we compared our proposed methods and existing methods on the imbalanced DBLP
dataset. Although we undersampled the negative pairs for training, validation, and test
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data in Section [3.4.2] and Section [3.4.3] we undersampled the negative pairs for only
training data in this experiment. The number of pairs in validation and test data were
284,099 and 1,136, 398, respectively. We used the same training data as in Section
and Section [3.4.3] We used the area under the receiver operating characteristic curve
(ROC-AUC), precision, and recall as the evaluation metrics since the number of negative
pairs was one hundred times more than that of positive pairs in imbalanced DBLP dataset.
We tuned the hyper-parameters of the proposed and existing methods as in Section [3.4.2]
and Section B.4.3] with ROC-AUC as the evaluation metric.

As shown in Table [3.4] the HOPairDNN, especially fourth-order one, achieved
the best ROC-AUC, and our proposed HOPairDNN outperformed HOFM. Although
the precisions of all models were low, that of the PairSVM was higher than those of
other models and thus the ROC-AUC of the PairSVM was higher than those of the
HOPairDNN, HOFM, and HONFM. In our hyper-parameter tuning scenario, the
highest recall of the PairSVM was 0.5247, it was lower than those of proposed models
in Table We note that the HOPairDNN achieved the best precision and F-measure
when we tuned the hyper-parameters of all models on the basis of the F-measure for the
validation set; the highest F-measure and precision were 0.4024 and 0.9077, respectively.
Therefore, our experimental results suggested that a machine learning user should use the
HOPairDNN or PairSVM if the precision is more important, otherwise, normally use
the HOPairDNN.

3.5 Conclusion

We have presented models using higher-order feature interactions only across the two
objects being compared in Chapter [3| Our proposed model, HOPairNet, can be regarded
as a higher-order generalization of the factorized bilinear model or pairwise extension of
the higher-order factorization machine. We have also presented an algorithm for efficiently
computing higher-order feature interactions only across two objects. Moreover, we have
proposed an efficient CD algorithm for proposed models. Furthermore, we have proposed
the HOPairDNN, which is a DNN-extension of the HOPairNet. In addition, we have
presented the relationships among proposed methods, existing methods for feature-based
link prediction and for index-based link prediction. Experimental results demonstrated
the effectiveness of our proposed models.
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Chapter 4

Random Feature Maps for Efficiently
Using Feature Interactions

4.1 Introduction

Kernel methods enable learning in high, possibly infinite-dimensional feature spaces without
explicitly expressing them. In particular, kernels that model feature combinations such
as polynomial kernels, the ANOVA kernel, and the all-subsets kernel |9, [64] have been
shown to be effective for a number of tasks in computer vision and natural language
understanding [39, 21]. However their scalability remains a challenge; support vector
machines (SVMs) with non-linear kernels require O(N?) time and O(N?) memory for
training and O(NV) time and memory for evaluation, where N is the number of training
instances [12].

To address this issue several researchers have proposed random feature maps Z : R —
RP for kernels K(-,-) : R x RY — R that satisfy

E[(Z(x), Z(y))] = K(z,y). (4.1)

The idea is to perform classification, regression, or clustering on a corresponding high-
dimensional feature space approximately but efficiently using linear models in a low-
dimensional space by mapping the data points using Z(-). Examples include random
Fourier feature maps that approximate shift-invariant kernels: K(x,y) = k(x — vy) [59];
random Maclaurin feature maps that approximate dot product kernels [32]: K(x,y) =
k({z,y)); tensor sketching for polynomial kernels: K7t (x,y;c) = ({(z,y) +¢)™ [56], and
so on [40, (5] 42] 67, [40].

FMs [60, 61] and variants [9] 10] [49] also model feature combinations without explicitly
computing them, similar to kernel methods, but have better scalability during evaluation.
These methods can be thought of as a two-layer neural network with polynomial activations
with a fixed number of learnable parameters (see (2.23))). However, unlike kernel methods,
their optimization problem is generally non-convex and difficult to solve. But due to their
efficiency during evaluation FMs are attractive for large-scale problems and have been
successfully applied to applications such as link prediction and recommender systems.
This work analyzes the relationship between polynomial kernel models and factorization
machines in more detail.

In this chapter, we present a random feature map for the itemset kernel that takes
into account all feature combinations within a family of itemsets S C 2ldl - To the best
of our knowledge, the random feature map for the itemset kernel is novel. The itemset
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kernel includes the ANOVA kernel, all-subsets kernel, and standard dot product, so linear
models using this map are an alternative to the ANOVA or all-subsets kernel SVMs, FMs,
and all-subsets model. They scale well with the size of the training dataset, unlike kernel
methods, and their optimization problem is convex and easy to solve, unlike that of FMs.
We also present theoretical analyses of the proposed random feature map and discuss the
relationship between linear models trained on these features and factorization machines.
Furthermore, we present a faster and more memory-efficient random feature map for the
ANOVA kernel based on the signed circulant matrix technique [20]. Finally, we evaluate
the effectiveness of the feature maps on several datasets.

This chapter is organized as follows. In Section [4.2] we describe random feature
maps methodology and some existing methods. We present our basic algorithm and
some theoretical guarantees in Section We introduce some extensions of the itemset
kernel and how to modify our algorithm for such extension in Section [£.4] Section
and Section present faster and more memory-efficient algorithms than our basic
algorithm described in Section [4.2] We demonstrate the proposed methods on synthetic
and real-world datasets in Section and Section [4.8, Most of the proofs are presented
in Section .10

4.2 Random Feature Maps and Related Work

Rahimi and Recht [59] proposed the random Fourier feature map Zgy : R¢ — RP for
shift-invariant kernels K (x,y) = k(x —y). Their method is based on Bochner’s theorem.

Theorem 4.1 (Bochner [59]). A continuous kernel K(x,y) = k(x — y) on R? is positive
(semi) definite if and only if k is the Fourier transform of a non-negative measure.

From this theorem, for a shift-invariant kernel &, we have

klx —y) = %/p(w) exp(i (w, T — y))dw (4.2)
= %Ewp[((ws((w; ), sin((w, z))), (cos({w, y)), sin({w, y))))] (4.3)
= %]EwprbNu(ogﬂ)[\/i cos((w, x) + b)V2cos((w,y) + )], 3Z > 0, (4.4)

where Z > 0 and p is the scaled Fourier transform of k such that [ p(w)dw =1 and U is
a uniform distribution. Therefore, the map Zgp : R? — RP

Zrr(x) =4/ % cos(Qx + b), (4.5)

where Q € RP*? and b € [0,27]” such that w; ~ p and b; ~ U(0,27), and cos is
element-wise, approximates the feature space induced by k in the sense of the dot product:

Ewnpbntio2m [(Zrr (@), Zre(y))] = k(x —y) = K(z,y). (4.6)
The dot product of two random Fourier feature maps (Zrp(x), Zrr(y)) can be interpreted
as a Monte Carlo approximation of K(x,y) = k(x — y). Linear models with Zrp

approximates the KR model with K and scale well w.r.t V.

Based on their idea, many random feature maps for various kernel functions have been
proposed [32], (6], [40, 55, 42] 67, 40]. In this section, we introduce the existing random
feature maps for dot product kernels and polynomial kernels [32, 56].
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Algorithm 3 Random Maclaurin Map

Input: = € R p > 0, a,, = k™ (0)/n! for all n € N5

1: for s<1,...,D do

2: Generate non-negative integer n with distribution p(n) oc 1/(p"™);
3: Generate n Rademacher vectors wg, ..., ws, € {—1,+1}%;

4: Compute Zs = \/ap" ™ [[_; (w5, T);

5. end for

Output: Zru(x) = (Z4,..., ZD)T/\/E

Algorithm 4 Tensor Sketching for m-order Polynomial Kernel

Input: = € R?
1: Compute m different count sketches of x: ¢, ..., ™ e RP;
2: Compute FFT of each count sketch: ¢, ..., ™ « FFT(cM),..., FFT(c™);
3: Compute element-wise product: z + ¢V o--- 0™,

Output: Zrg(x) = FFT'(2)

4.2.1 Random Feature Maps for Polynomial Kernels

The random Maclaurin (RM) feature map [32] is for dot product kernels: K(x,y) =
k({(x,y)). It uses the Maclaurin expansion of k(-): k(z) = Y a,z™, where a, =
k(™ (0)/n! is the n-th coefficient of the Maclaurin series. It uses two distributions:
Porder(N = n) o< 1/p"*t1, where p > 1, and the Rademacher distribution (a fair coin
distribution). The RM map procedure is shown in Algorithm . Its computational cost is

@) (Zle Nsd) time and memory, where N, (s € [D]) is the order of the s-th randomized

feature, especially O(Ddm) time and memory when the objective kernel is the homogeneous
polynomial kernel: K% (z,y) = (z,y)"[]

The tensor sketching (TS) [56] is a random feature map for the homogeneous polynomial
kernel K (z,y;0). Because polynomial kernels K¢ (z,y;c) = (¢ + (z,y))™ can be
written as K{J\% by concatenating /c to each vector, a TS can approximate K- Although
an RM feature map can also approximate polynomial kernels, the TS can approximate
them more efficiently. The TS is based on a fast algorithm to compute a count sketch [13]
of an outer product of two vectors [52]. The count sketch is a method to estimate the
frequency of all items in a stream [I3]|, and the machine learning community uses it as
a dimensionality reduction method [7I] since it preserves the standard dot products in
the sense of expectation. Although the count sketch of an outer product of two vectors
approximates polynomial kernels, it is prohibitive to compute an outer product of two
vectors naively from the point of view of computational cost. Therefore, Pham and Pagh
[56] showed that for two vectors the convolution of two count sketches is a count sketch of
an outer product of two vectors, and the former can be computed efficiently. This idea is
originally proposed to approximate the matrix multiplications of two matrices [52] and
based on an efficient algorithm for the convolution of polynomials using a fast Fourier
transform (FFT) and an inverse FFT (IFFT). Algorithm [4] shows the procedure of the TS
for the m-order polynomial kernel. Their tensor sketch algorithm takes O(m(d + Dlog D))
time and O(mdlog D) memory and is thus more efficient than the random Maclaurin

"'When the objective kernel is a homogeneous polynomial kernel, one can fix n = m and porder(N =
m) = 1 otherwise 0; that is, do not sample n.

31



Algorithm 5 Random Kernel Feature Map
Input: = € R?, S C 2l
1: Generate D Rademacher vectors wy,...,wp € {—1,+1}%
2: Compute D itemset kernels Ks(x,w;) for all s € [D];
T
OUtPUt: Z(“’) = \/Lﬁ (KvS(wa wl)? SR ,K3<$, (-UD)) )

algorithm.

Linear models using the T'S or RM feature map are a good alternative to polynomial
kernel SVMs and PNs [32] 56]. Similarity, although linear models using a random feature
map that approximates the itemset kernel would be a good alternative for the ANOVA
or all-subsets kernel SVMs, FMs, and all-subsets models, such a map has not yet been
reported.

4.3 Random Feature Map for Itemset Kernel

In this section, we propose a random feature map for the itemset kernel, showed some
theoretical analyses, and presented a faster and more memory-efficient algorithm especially
for the ANOVA kernel. We recall that the itemset kernel for a given family of itemsets
S C 2l is defined as

Ks(z,y) =Y _ [ = = (¢s(x), ¢s(y)) - [£22)

VeS jev

As shown in Algorithm [5] the proposed random kernel (RK) map is simple: (1) generate D
Rademacher vectors from a Rademacher distribution and (2) compute D itemset kernels
between the original feature vector and each Rademacher vector. Mathematically, the RK
feature map Zrk : R? — RP for the itemset kernel Ks (2.22)) is defined as

)i —
,Wp _ﬁ

where w, € {—1,1}% is the vector sampled from the Rademacher distribution. The RK
map algorithm is shown in Algorithm [5] The following proposition states that the RK
feature map approximates the itemset kernel.

Zrk(x; S, wi, . .. (Ks(z,w1), ..., Ks(x,wp))', (4.7)

Proposition 4.2. Let Zrk : RY — R be the random kernel (RK) feature map in Algo-
rithm @ Then, for all ¢,y € R and S C 2!,

Ewl ..... wD[<ZRK(m;Saw17"'7wD>7ZRK(y;Saw17'"7wD>>] = Kg(sc,y) (48)

Hence, linear models using the proposed RK feature map can use feature combinations
efficiently and are a good alternative to FMs and all-subsets models.

4.3.1 Analyses

We next present some theoretical results for the RK feature map. We first analyze the
precision of the RK feature map. Let £(x,y) be the approximation error: £(x,y) =
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(Zrk(x), Zrk(y)) — Ks(x,y). We assume that the ¢, norm of the feature vector is bounded:
|lz|l1 < R, where R € Ryy. This assumption is the same as the one used in previous
research [32] 56] (59]. For convenience, we use the same notation as Kar and Karnick [32]:
B,(0,R) = {z | ||z|[, < R}. With this notation, the assumption above is written as
x € B1(0, R). Then, we have the following useful absolute error bound.

Lemma 4.3. For all x,y € B;(0,R) CR?, and S C 214,

plletey)| = 2) < 2e00 (500 ). (49)

This upper bound does not depend on the family of itemsets S or on the dimension of
the original feature vectors d. This result comes from the assumption that data points are
restricted in B, (0, R).

Next, we consider the uniform bound on the absolute error of the RK feature map.
Kar and Karnick [32] derived the uniform bound on the absolute error of the RM feature
map and we follow their approach. Let the domain of feature vectors B C B;(0, R) be the
compact subset of R?. Then, B can be covered by a finite number of balls [15], and one
can obtain the following uniform bound.

Lemma 4.4. Let B C B,(0, R) be a compact subset of R%. Then, for all S C 2!9,

p ( sup [€(z, )| > ) <2 (M> exp (— DEZ) | (4.10)

,yeB £ 8etht

This uniform bound says that, by taking D = (diR log <R\/§562R>>, the absolute
error is uniformly lower than € with a probability of at least 1 — 9. This uniform bound
also does not depend on the family of itemsets §; it depends only on ¢, the dimension
of random feature map D, the dimension of the original feature vectors d, and the upper
bound on the ¢; norm of the original feature vectors R. The behavior of this uniform
bound w.r.t d, £, and ¢ is expressed in the form of D = (E% log (g—g)) This is the same

as for the RM feature map [32].

We have discussed the upper bounds of the RK feature map for the itemset kernel.
Next, we consider the absolute error bound for Ks = K} (that is, S = ([gj)) Here, we
also assume that € B;(0, R).

Lemma 4.5. Let S = ([i]) Then, for all x,y € B,(0, R) C R,

p([€(z, y)| =€) < 2exp (— Qﬁm) : (4.11)

The absolute error bound of Lemma [.5] is the same as the absolute error bound of the
Tensor Sketching [56].

As described above, the algorithm of the proposed RK feature map uses the Rademacher
distribution for random vectors. Here, we discuss the generalized RK feature map, which
allows the use of other distributions.
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Proposition 4.6. If the distribution of ws for all s € [D] in Algorithm 1 has (i) a mean
of 0 and (ii) a variance of 1, the RK feature map approximates the itemset kernel.

There are many distributions with a mean of 0 and a variance of 1: the standard Gaus-
sian distribution A(0, 1) the uniform distribution ¢(—+/3,v/3), the Laplace distribution

Laplace (0,1/v2) = exp( V2|wl), and so on. Which distribution should be used?
The next lemma says that the Rademacher distribution should be used.

Lemma 4.7. Let Py be the set of all distributions with a mean of 0 and a variance of 1,
and let p* € Po, be the Rademacher distribution. Then, for all p € P, and S C 2l

sup Vo, - wprp [(Zri (), Zr (Y))]
z,y€Bx(0,R)

< s Ve wnolZax(@), Zux(w) (112)
z,y€Bx(0,R)

That is, a Rademacher distribution achieves the minimax optimal variance for the RK
feature map among the valid distributions.

Finally, we discuss the computational complexity of the RK feature map in two special
cases. When Ks(-,-) = K}¥'(+,-), a D-dimensional RK feature map takes O(Ddm) time
and O(Dd) memory because an m-order ANOVA kernel can be computed in O(dm)
time and O(m) memory by using dynamic programming |9, [64]. This is the same as
the computational cost for an RM feature map for an m-order polynomial kernel. For
Ks(-,-) = Ka(-,-), a D-dimensional RK feature map can be computed in O(Dd) time
and O(Dd) memory.

4.3.2 Loglinear Time RK Feature Map for ANOVA Kernel

As described above, the computational cost of the proposed RK feature map in Algorithm
clearly depends on the computational cost of the itemset kernel Ks. This is a drawback
of the RK feature map. The computational cost of the RK feature map for an m-order
ANOVA kernel is O(Ddm) time. This cost is the same as that of the RM feature map for
an m-order polynomial kernel and larger than that for the TS (O(m(d + Dlog D))). The
number of parameters for the proposed method for an m-order ANOVA kernel is O(Dd),
which is also larger than that of the TS (O(mdlog D)) because m < d < D in most cases.

While the random Fourier (RF) feature map, which does not have the order parameter
m (Zgr(x) = 1/2/D cos(Ilz + b), where IT € RP*? b € R?), also takes O(Dd) time and
O(Dd) memory, methods have recently been proposed that take O(D logd) time and O(D)
memory [20] [36]. In this section, we present a faster and more memory efficient RK feature
map for the ANOVA kernel based on these recently proposed methods, especially that of
Feng et al which takes O(mD logd) time and O(D) memory.

First we explain signed circulant random feature (SCRF) [20]. The O(Dd) time
complexity of the RF feature map is caused by the computation of IIxz. The SCRF
reduced it to O(Dlogd) time without loss of the key property of the RF feature map;
approximating the shift-invariant kernel. In the SCRF, without loss of generality, it is
assumed that D is divisible by d (D/d := T') and that IT is replaced by the concatenation of
T projection matrices: IT = (PW; P®);.... pM) pP® ¢ Rixd ¢ ¢ [T] is called a signed
circulant random matriz, which is a variant of the circulant matrix: P® = diag(o;)circ(w,),
where oy, € {—1,+1}¢ is a Rademacher vector, w; € R? is a random vector generated from
an appropriate distribution (e.g., the Gaussian distribution for the radial basis function
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kernel), and circ(w;) € R%*? is a circulant matrix in which the first column is w;. This
formulation clearly reduces the memory required for the RF feature map from O(Dd) to
O(2Td) = O(2D). Moreover, the product of IT and & surprisingly can be converted into
FFT, IFFT, and the element-wise product of vectors which means that time complexity
can be reduced from O(Dd) to O(D logd).

Unfortunately, it is difficult to apply the SCRF technique to the RK feature map
because the computation of the itemset kernel does not require the product of a random
projection matrix and a feature vector in general. Fortunately, the ANOVA kernel, which
is a special case of the itemset kernel, can be computed efficiently [I0] by using recursion:

m

1 Z(—l)tHK/T_t(w, z) (W, ), (4.13)

t=1

where £ represents the p-times element-wise product of . Hence, the RK feature map
for the ANOVA kernel can be written in matrix form:

1 m
Zrx(x) = —= ) (=1 1a™ "o (2", (4.14)
D &
where Q == (w]; -+ ;w}) € RP*4 is the matrix in which each row is the random vector

of the RK map, and a' == (K4 (wy,x),..., K\(wp,z))" € R is the vector of the t-order
ANOVA kernels (clearly, a’ can be regarded as an RK feature of the t-order ANOVA
kernel). Although computing £2° in seems costly, it is actually trivial when each
random vector wy for all s € [D] is generated from a Rademacher distribution. In this
case, Q° = Q if t is odd; otherwise, it is an all-ones matrix. Therefore, the SCRF
technique can be applied to the RK feature map for the ANOVA kernel. Doing this
reduces the computational cost of Q%x°* from O(Dd) to O(Dlogd) and thus that of the
RK feature map for the m-order ANOVA kernel from O(mDd) time and O(Dd) memory
to O(mDlogd) time and O(D) memory. We call a random kernel feature map with the
signed circulant random feature a signed circulant random kernel (SCRK) feature map.

Although the original SCRF for the RF feature map introduces o, resulting in a low
variance estimator for the shift-invariant kernel, when order m is even, o is unfortunately
meaningless in the proposed RK feature map for the m-order ANOVA kernel case because
K (—w,z) = K'(w,x). Therefore, the SCRK feature map for an even-order ANOVA
kernel may not be effective.

4.3.3 Relationship between FMs and RK Map for ANOVA Ker-
nel

The equation for linear models using the RK feature map for the second-order ANOVA
kernel Zrk () is:

Fint(Za (@); w) = % S w K (w,, @), (4.15)

where w € RP is the weight vector for the RK feature map Zgyk(x). Hence, linear models
using the RK feature map can be regarded as FMs with A = w/ v/D and only one learnable
parameter A and without the linear term. Therefore, theoretical results that guarantee the
generalization error of linear models using the RK map can be applied to the theoretical
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Algorithm 6 Random Kernel Map for the Weighted Itemset Kernel

Input: = € R%, S C 219 {wylyes
1: for s<1,...,D do
2: Generate Rademacher vector w, € {—1,+1}¢;
3: Compute Z, = Ks(z, ws; {vV/wy }ves);
4: end for
Output: ZRK(w, S, {wv}\/eg) = (Zl, ceey ZD)T/\/E

analysis of that of FMs. We leave this to future work. The same relationship holds between
linear models using the RK feature map for the all-subsets kernel and the all-subsets
model. Interestingly, it also holds between linear models using the RM feature map for the
polynomial kernel and lifted PNs, which are multi-convex formulation models of PNs [10].

4.4 Extensions of Itemset Kernel

In this section, we extend the itemset kernel (2.22)) to the weighted itemset kernel and
item-multiset kernel, and then fix Algorithm [5| for these extensions.

4.4.1 Weighted Itemset Kernel
We first extend the itemset kernel (2.22) to weighted itemset kernel as

Ks(z,y; {wytves) = Y wy [ [ z9, (4.16)

ves  jev

where wy € Ry for all V' € S is the weight for itemset V. Clearly, is equivalent
to when wy =1 for all V € §. Hereinafter, we refer the weighted itemset kernel as
the itemset kernel.

Fortunately, Algorithm [5] can be applied to the weighted itemset kernel with a simple
modification. Algorithm [6] shows the procedure of the RK map for the weighted itemset
kernel.

Proposition 4.8. Let Zpk : R? — RP be the RK feature map in Algorithm @ Then, for
all z,y € R, S C 21 and {wy € Rap}ves

Ew1 ----- WD[<ZRK(:B)7 ZRK(y)” = KS(ma Y; {wV}VES)' (417)

4.4.2 Item-multiset Kernel and Redundant Feature Augmenta-
tion

In this section, we first introduce the item-multiset kernel, which is a generalization of
the (weighted) itemset kernel. The item-multiset kernel includes not only the itemset
kernel but also dot product kernels, so a linear model using a random feature map for the
item-multiset kernel can approximate many kernel machines and other related models like
FMs. We then introduce redundant feature augmentation (RFA), which enables random
feature maps to be constructed for the item-multiset kernel.
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Algorithm 7 Redundant Feature Augmentation

Input: x € RY, M C N {w, b e, Wi € Rso;
1: S « {},

2. d; < maxy,ermy; for all j € [d], d+ Z?Zl dj;

3 J {1+ 30 diy . dy + 30020 dy) for all j € [d];

4 &+ (21,...,00,To, ..., T2, T3, ..., Td,...,Tq) € RE > T = x; Vk € Jj
d1 d2 dd

5. for each m € M do > Converts item-multiset to itemset

6 V—{}

7: for < 1,...,ddo

8 Pick ki,...,km, € J; and append them to V : V <=V U {ky, ..., kn, };

9 end for

10: S+ SU{V}H wy + wp;

11: end for

Output: &,S, {wy }yes

Item-multiset Kernel

For given M C N2 and {wm € R>o}mer, we define (weighted) item-multiset kernel as

d
K (@, g wn bmend) = 3 wm [[ 2750, (4.18)

meM 7j=1

We call a non-negative integer vector m € M an item-multiset because it corresponds to
the multiset of items (m; corresponds to the multiplicity of j), and this is the reason we
call K" the item-multiset kernel. The item-multiset kernel is clearly a generalization
of the itemset kernel (2.22)): the item-multiset kernel is equivalent to the itemset kernel
when each m is a binary vector. The item-multiset kernel uses feature combinations
that include combinations of the same features, e.g., %, that are not used in the itemset
kernel. The item-multiset kernel thus includes polynomial kernels. Moreover, it includes
the dot product kernels: given a dot product kernel Kqot(+,-;{an}22,), we can represent
it as the item-multiset kernel K3 (-, {wm}mem) by taking M = N, and w,, =
an - lm|!/(mq! - -myg!).

Because the item-multiset kernel includes the itemset kernel and dot product kernels,
many kernel machines and related models can be approximated by using a random feature
map for the item-multiset kernel if there is one. At a glance, the item-multiset kernel
can be approximated by the RK map in Algorithm [5| since the item-multiset kernel is
closely similar to the itemset kernel. Unfortunately, the RK map cannot approximate
the item-multiset kernel. A simple counterexample is a polynomial kernel (-, )" with
m > 1. We show the proof of this in the Appendix although it requires only elementary
calculation.

4.4.3 Redundant Feature Augmentation

Our basic idea for constructing random feature maps for an item-multiset kernel is (1)
converting an item-multiset kernel to an equivalent itemset kernel and then (2) using
the RK map for such converted itemset kernel. We here propose a method converting
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an item-multiset kernel to an itemset kernel and call it redundant feature augmentation
(RFA). The RFA procedure is shown in Algorithm [7} The following proposition states that
RFA can convert an item-multiset kernel KR (-, - {wm}mer) on R? to an equivalent
itemset kernel Ks(-, ; {wy }ycg) on R%

Proposition 4.9. Given an item-multiset kernel KW (- s {w,,}) (i.e., a family of item-
multiset M and weights :{wm}) and feature vectors x,y € R?, RFA outputs a family of
itemsets S and &, § € R? such that

Ks(®,9; {wv}) = K" (@, y; {wm}). (4.19)

Proof. In lines 2-4 (Algorithm , RFA converts the input feature vector £ € R? to the
augmented feature vector & € R%:

T=(T1,. ., T, T2,y Ty ooy Ty v ey L)y (4.20)
d d d
1 2 d

where d; = max,eap m; is the maximum multiplicity of j-th feature in M (obviously,
S dj=d). J;={1+Y1 di...,dj+ Y7 di} C[d] in line 3 is the set of indices

(]
such that 7, = x;, Yk € J;. Then, in lines 5-11, RFA converts each item-multiset m in

M to the itemset V such that

d
19 = ][ (xwm (4.21)
jEV j=1

for all ,y € R%. In line 8, m; indices {k1, ko, . . ., Km,} are chosen from .J;. Because J; is

the set of indices such that & = x;, Vk € J;, [[12) @1, 9x, = (2;9;)™ holds. Therefore, for
the outputs of RFA, Equation (4.19) holds, i.e., RFA converts an item-multiset kernel to
an equivalent itemset kernel. O

An example result is shown below.

Example 4.1. Let © = (x, 12, 73)" € R, M = {(1,3,0),(2,2,1),(0,0,4)}, and wy, = 1
for all m € M. Then, since the maximum multiplicity of each feature (i.e., max,,er m;)
is 2, 3, and 4, RFA outputs

& = (1,21, T, To, To, T3, T3, T3, T3) | € R, (4.22)
S=1{{1,3,4,5},{1,2,3,4,6},{6,7,8,9}}, (4.23)
{wy}yes =1{1,1,1} (4.24)

with J; = {1,2}, J; = {3,4,5}, and J = {6,7,8,9}. Clearly, for redundant augmented
feature vectors € and g and converted family of itemsets S, Ki'(z, y) = Kg(&, ) holds.

Since the item-multiset kernel K" (-, -; {wm }mem) on R? can be converted to an
equivalent itemset kernel Ks(-, ; {wy}cg) on R? by using RFA, the RK map with RFA,

ZRK(CU§Ma {wm}me/vt) = ZRK(QE;& {wV}Ves)» (4-25)

where &, S, and {wy }yes are the outputs of RFA for &, M, and {wm }meam, can approxi-

multi

mate the item-multiset kernel K" (-, -; {wWm mer). The RK map with RFA procedure
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Algorithm 8 Random Kernel Map with Redundant Feature Augmentation
Input: € RY, M C N, {w,,} € RY}
1: Compute &, S, and {wy }yes by using RFA in Algorithm ;

:fors=1,...,D do > Applies the RK map to @, S, and {wy }y 3

2

3 Generate Rademacher vector w, € {—1,+1}¢;

4: Compute Z; = Kg(&; ws, {vVwy }yves):
5. end for

Output: Zri(; M, {wmtmem) = (Z1,..., Zp)" /V/D

for the item-multiset kernel K (-, 5 {wm }meam) is shown in Algorithm [§] In principle,
any random feature map for the itemset kernel with RFA can be used for the item-multiset
kernel. Therefore, we mainly consider the itemset kernel hereinafter.

Unfortunately, Algorithm [8) cannot be used for all M € N¢,. While the cardinality of
the family of itemset S C 2l% is always finite, that of the family of item-multiset M C N¢
can be countable. If it is, RFA cannot be applied because it requires explicit computation
of a countable infinite-dimensional vector . In Section we show the subsampled RK
map, which generates sparse random features when the original feature vector « is sparse.
Interestingly, the subsampled RK map with RFA solves the issue of not being able to use
RFA when M is countable.

The method used for construction of S in Algorithm (lines 10-17) is not unique. We
introduce another construction method in Section [£.6] The subsampled RK map with
RFA based on it includes the RM map as a special case.

4.5 Sparse Random Kernel Map

Although random feature maps overcome the scalability issue of canonical kernel methods,
it is hard to use random feature maps for very-large-scale sparse datasets, which can
reside in memory due to their sparsity. Most random feature maps generate dense random
features and thus cause memory explosion when the dataset is very large and sparse. For
example, consider a dataset X with N = 107, d = 10°, and sparsity of 99.99%. The
number of non-zero entries in this dataset is nnz (X) = 0.0001 x N D = 10%, so this dataset
requires 10® x 64 x 3 bit = 800 x 3 MB even if it is represented as a sparse matrix in
coordinate format, which represents a sparse matrix as a set of lists of values, row indices,
and column indices of the non-zero entries. If a random feature map is applied to this
dataset with D = 2d, the number of non-zero entries of random feature matrix Z € RV*P
isnnz (Z) = ND =2x1/(1-0.9999) x nnz (X), so 2 x 10,000 x 800 MB = 16 TB memory
is required, which would be prohibitive in most cases. One might consider that using a
stochastic solver such as stochastic gradient descent [11] can solve this memory issue by not
computing random feature maps of all instances before optimization but only computing
that of one instance in each optimization iteration. Unfortunately, the computational cost
of each optimization iteration is dominated by that of computing a random feature map.
Given a random feature vector, the computational cost of each optimization iteration
of a stochastic solver is typically O(D). On the other hand, the computational cost of
computing a random feature is typically O(Dd). There have been several researches
for efficient online kernel learning with random features |16, 47]. They have achieved
good prediction performances with small D. However, their computational cost at each
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iteration is also dominated by that of computing a random feature map. Although several
researchers have proposed structured random feature maps |36, 20} [75], which run more
efficiently than non-structured random feature maps (typically O(Dlogd) time), their
computational costs also dominate that of each stochastic optimization iteration.

In this section, we propose a variant of the RK map. Like the SCRK map, this
algorithm is faster and more memory efficient than the RK map. Moreover, this algorithm
produces sparse random features when original feature is sparse, i.e., this algorithm is
applicable to large-sclae sparse datasets.

Each element of the RK map Zrk(x; S, {wy }ves)s is the itemset kernel between x
and the sampled random vector ws: Ks(x, ws; {y/wy }ves). From the definition of the
itemset kernel in ([2.22)), Ks(z,w;) = 0 if supp(z) N supp(w;) = 0. Therefore, if random
basis vectors wy for all s € [D] are sparse, the RK map generates sparse random features
for sparse original feature x. Proposition states that all distributions with a mean
of zero and a variance of one can be used for the RK map. Thus, we propose using the
following distribution, which maintains the approximation property of the RK map and
generates sparse random features for a sparse original feature vector:

L with probability =2,

=

— 2
W= 0  with probability p (4.26)

ﬁ with probability lTp,
where p € [0,1) is the sparsity parameter. We call this distribution a sparse Rademacher
distribution and call an RK map with a sparse Rademacher distribution a sparse RK map.
The mean and variance of the sparse Rademacher distribution are clearly zero and one,
respectively, so it can be used as the distribution of the random basis vectors for the RK
map. The larger p, the sparser the random basis vectors and hence the sparser the random
features. Moreover, sparse basis vectors require less memory than dense random basis
vectors. Furthermore, Zrk(x; S, {wy }ves)s = Ks(x, ws; {v/w, }ves) can be computed
more efficiently when @ and/or w;, are/is sparse. Therefore, a sparse RK map runs faster
and uses less memory than a canonical RK map based on the Rademacher distribution.
To be more precise, a sparse RK map requires O(dD(1 — p)) memory for random basis
vectors in expectation. For an m-order ANOVA kernel, a well-known example of the
itemset kernel, a sparse RK map runs in O(mdD(1 — p)) time in expectation.

4.5.1 Efficient Sampling Algorithm from Sparse Rademacher Dis-
tribution

Next, we present an efficient algorithm for sampling random basis vectors from a sparse
Rademacher distribution. It runs in linear time w.r.t the number of non-zero entries in the
sampled basis vectors, O(nnz (2)) (i.e, O(Dd(1 — p)) in expectation) time whereas a naive
algorithm requires O(Dd) time. The procedure of the efficient sampling algorithm is shown
in Algorithm [9|F} The key components of our algorithm are Walker’s alias method [69],
which is a sampling method for discrete distributions, and the Fisher-Yates (FY) shuffle
algorithm [34], a method for sampling a permutation in linear time. Instead of naively

?In an actual implementation, wi, ..., wp are represented as a sparse matrix such as in coordinate
format, compressed sparse row format, or compressed sparse column format. The sampling algorithm
outputs not only the value of the non-zero entries but also several lists of integers that represent the
indices of the non-zero entries. The lists created depend on the format of the sparse matrix. We thus
simply denote “Output: wy,...,wp” in Algorithm @}
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Algorithm 9 Efficient Sampling Algorithm for Sparse Rademacher Distribution
Input: p€[0,1), d, D.
1: Preprocess of Walker’s alias method for a binomial distribution Bin(1 — p, d);
2: aj < j for all j € [d];
3: fors<1,...,D do

4: Sample the number of non-zero elements ds in w, from Bin((1 — p), d) by using
Walker’s alias method; > O(1)

5: fori:<1,...,ds do > Determines indices of non-zero elements;

6: Sample u from [d — i + 1] uniformly;

7 Shuffle: a;, ay1i—1 < ayri_1,a;;

8: end for

9: Generate ws,, € {—1,1} from Rademacher distribution for all i € [d];

10: Ws,a; < Wsa; /1 —p forall i € [dy;
11: end for
Output: wq,...,wp > Regards non-sampled entries as zeros

sampling w;; from a sparse Rademacher distribution Dd times, Algorithm [9| repeats the
following for all s € [D].

1. The number of non-zero elements d; in w, is sampled from the binomial distribution
Bin(1 — p,d) (line 4).

2. The indices of non-zero elements aq,...,a, (lines 5-8) are sampled by using a
portion of the FY shuffle algorithm. Because the proposed algorithm requires not
a permutation of [d] but only a subset of [d] with ds elements, the procedure from
line 5 to line 8 is repeated only d, times (this procedure is repeated d times in the
original FY shuffle algorithm).

3. The values of non-zero elements ws4,, ..., Wsq 4, are sampled.
The following proposition guarantees the efficiency and correctness of Algorithm [9

Proposition 4.10. Algorithm [q runs in O(nnz () and the distribution of its output is
the sparse Rademacher distribution (4.26)).

Proof. We first show that Algorithm [0 runs in O(nnz (2)). The computational cost of
each component in Algorithm [J] are as follows:

e The preprocess for Walker’s alias method: O(d) (line 1).
e The preprocess for the FY shuffle: O(d) (line 2).

Sampling the number of non-zero elements ds in wy: O(1) (line 4).

Sampling the indices of non-zero elements aq, ..., as in wy by using a portion of the
FY shuffle algorithm: O(d;) (lines 5-8).

Sampling the values of non-zero elements ws 4, ..., wsq, N ws: O(ds) (line 9 and
10).
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Algorithm 10 Subsampled Random Kernel Map

Input: = ¢ Rd S C 2ld {wv} {S)\}/\EA - 25 {&A}AEA € RI>0a s.t. Z)\EA @AKSA( ) ) =
Kg( , ), and {p)\})\eA S AlAI-L s.t. py >0 V)\ € A.
1: for s« 1,...,D do
2: Sample index of sub-family of itemsets: Ay € A with probability p,_;
3:  Generate Rademacher vector w, € {—1,1}%

4 Zg s Jaa, /paKs,, (2, ws {Vwy bves, )

5. end for

Output: Z(x) = (Z,,...,%Zp)"/VD

Therefore, the computational cost of Algorithm @ is O(d + Y2 | d,) = O(nnz (Q)), which
is linear w.r.t the number of non-zero elements of the sampled random basis vectors. Next,
we show that the distribution of w; ; is the sparse Rademacher distribution (4.26). The
probability of w, ; # 0 in Algorithm [9]is

plwsj # 0) Zp j is included in aq, ...

—Z ’“ () PR =)t (1.28)

=(1-p) Z (d];, 1)pf“’“'(l —p¥ =1-p. (4.29)

k'=0

)p(ds = k) (4.27)

Thus, both the probability of w,; = 1/v/1 —p and ws; = —1/y/IT —p are (1 —p)/2. It
means that w, ; is governed by the sparse Rademacher distribution. The independence of
each element can be derived in a similar calculation, so we omit it. O

Note that not only the Rademacher distribution but also other distributions with
a mean of zero and a variance of one can be used in Algorithm [J] (line 9 and 10), In
other words, although we use a sparse version of the Rademacher distribution, one can
use not only a sparse version of the Rademacher distribution but also a sparse version
of the standard Gaussian distribution N (0, 1) the uniform distribution U(—+/3,/3),
the Laplace distribution Laplace (0,1/v/2) = exp( V2|wl), etc. This is easily seen
from Proposition [4.6] The reason we use a sparse Rademacher distribution is Lemma
the Rademacher distribution achieves the minimax optimal variance of the approx1mat10n
error of the RK map among the distributions with a mean of zero and a variance of one.

4.6 Subsampled Random Kernel Map

The next proposed method subsampled RK map also generates sparse random features
when the original feature vector x is sparse. Moreover, the subsampled RK map solves
the issue of RFA described in Section [£.4.3} RFA cannot be used for a countable family of
item-multiset M.

The subsampled RK map procedure is shown in Algorithm [I0] The subsampled
RK map has some hyperparameters: A, {Sy}rea C 2%, {pr > 0}rea, and {ay > 0}xea.
{Sx}ren is a family of S, i.e., a set of subset of S. {px}aea is a probability distribution on
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{82} {ar}ren is a set of weights for {S,}, which is introduced to satisfy the requirement
of the approximation in . A is an index set and introduced for convenience. Each
feature of the canonical RK feature vector is Ks(x, ws; {v/wy }ves) and it uses all itemsets
S as in ([£.7). On the other hand, each feature of the subsampled RK feature vector
Zswrik (€)s does not use all itemsets S but use a subset S of S:

Zswrk (23 S, {wy tves)s = vV, /oa Ks, (@, ws; {Vwy }ves,,)- (4.30)

Sy, is sampled from {S,} in accordance with {p,} (in line 2).
The following proposition states that the subsampled RK map approximates the
item-multiset kernel.

Proposition 4.11. For all x,y € R?, S C 2l and {wy }yes, the subsampled RK map
approximates the itemset kernel; i.e.,

E[(Zsurk (%), Zsurk (Y))] = Ks(z, y; {wy }) (4.31)

holds if the inputs of the subsampled RK map {Sx C S}aea, {an € Rsplrea C and
{pr}rea € AL satisfy

ZO&)\KS)\(', ) = K3<', '), pr >0V eA. (432)
AEA

Proof. Tt is sufficient to prove E[Zsurk(T)s - Zsuvrk (Y)s] = Ks(x, y):

E[Zsubrk () - Zsuvrk (Y)s] = > pAE {,/ Ks, (z,w 1/ KSA Y, w ] (4.33)
eA

= ZPAEE [Ks, (2, w) Ks, (y, w)] (4.34)
= aKs (z,y) = Ks(@,y). (4.35)

(4.35) follows from the condition (4.32)) and the approximation property of the canonical
RK map. O

The idea of the subsampled RK map is similar to that of the sparse RK map. Each
element in the RK map is an itemset kernel between a feature vector and a sampled
random base w, as described above. From the definition of the itemset kernel ,
the itemset kernel can be zero if the original feature vector x is sparse and the family of
itemsets S is small. For example, Kg/(x, ) =0if ' ={V :V € §,V 5 1} for all  such
that 1 = 0. Therefore, the RK map can be made to generate a sparse random feature
vector when the original feature vector is sparse by modifying the algorithm of the RK
map: (1) sampling &’ C S such that |S'| < |S| from a family of S: {S)}rea and (2) using
sampled S’ instead of all itemsets S.

4.6.1 Choice of Family of S

As described above, the subsampled RK map has some hyperparameters: an index set
A (it can be considered a subset of 22” or 25), a family of S: {S\}rea, probabilities
{Pr}ren, and weights {a)}rea. We must specify these hyperparameters such that the
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Algorithm 11 Subsampled Random Kernel Map with RFA

Input: x € RY M C N&, {wm}, {Miher € 2™ {anhien € R‘é\ol, s.t.
ZAGA CY,\KM/\(-, ) = KM(~, -), and {p)\})\e/\ e AN gt. px >0 VA e A
1: for s« 1,...,D do
2 Sample index of sub-family of ite-multimsets: Ay € A with probability p,_;
3 Compute Sy, &, and {wy }yes by using RFA for My, and ;
4: Generate Rademacher vector w, € {—1,1}¢;
)
6:

Zs V O{)\s/p)\sKS)\s (ii, Ws; {\/EV}VESAJ;

end for
Output: Zsuri(z; M, {wm tmem) = (Z1,...,Zp)" /V'D

condition (4.32) is satisfied. Fortunately, it is not hard to construct only valid ones. If
{S\} is a partition of S and ay, = 1 for all X € A, the condition holds for any
{p» > 0}. However, the choice of these hyperparameters can greatly affect the sparsity
and approximation performances of the subsampled RK map.

From the point of view of sparsity, we propose a family of S such that the features
used in each family of itemsets is restricted:

d
A= <[k]>,SA ={VeS§S:VCa} (4.36)
where k£ € N is the number of features used in each small family of itemsets, Sy. In
this case, Sy C S is the family of itemsets that use only the features included in A. The
following is an example for the choice of the family of S.

Example 4.2. Let d = 3, S = {{1,2},{1,3},{2}}, and k = 2. Then,
A= {{17 2}7 {1’ 3}7 {27 3}}7 {S/\})\EA = {{{L 2}7 {2}}7 {{17 3}}7 {{2}}} (4'37)

If this construction of {S)}aea is used for the subsampled RK map with a small &, the
subsampled RK map generates sparse random features (when the original feature vector is
sparse). However, this construction cannot be used for all S and k. When k < maxycs |V,
there are no valid {S,} and {a,} because |J ., Sx # S. Moreover, if k is set to a large
value for constructing a valid {S,} and {a,}, |S\| becomes large, so the random feature
vector is not sparse. There are, however, several advantages.

1. This construction method with k& > m is valid for the m-order ANOVA kernel, which
is a well-known example of the itemset kernel.

2. The subsampled RK map with this construction method runs efficiently. Only the
w; for all j € A\; need to be sampled because w; for all j € A; are not used in
Zsuwrk (T)s = Ks, (x,w,). To be more precise, the subsampled RK map with this
construction method requires not O(Dd) but O(Dk) time and space for sampling
Wi, ...,wWp.

4.6.2 Random Feature Maps for Item-multiset Kernel with Count-
able M

As described in Section [£.4.2] an RK map with RFA can approximate an item-multiset
kernel with a finite-cardinality M but cannot approximate one with a countable M.
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Fortunately, this issue can be solved by using a subsampled RK map instead of a canonical
RK map. Let us consider the family of M such that the cardinalities of all elements are
finite: { M) C M}yea s.t. [M,| < oo for all A € A. Then, A is a countable set because
M is countable, and the subsets of N> with finite cardinality can be numbered as the sum
of their elements and dictionary order. Therefore, one can sample the M by giving each
A a distinct non-negative integer n, and sampling it with p,, = 1/2™*!. Because each
M, is a finite set, RFA can be used for the Kj\“/l“j“. Thus, the subsampled RK map can
approximate the item-multiset kernel with countable M. The procedure of the subsampled
RK map with RFA is shown in Algorithm [I1]

4.6.3 Relationship between Subsampled Random Kernel Map and
Random Maclaurin Map

Finally, we discuss the relationship between the proposed subsampled RK map and RM
map. The RM map is a special case of the subsampled RK map with RFA. For a given dot
product kernel Kqoi(x,y) = Y o~ an (x,y)", there exists a family of item-multisets and

their weights s.t. Kaot(z,y) = K (x, y; {wm}), as described in Section 4.4.2, Consider
the following hyperparameter setting:

o M= N‘éo,/\ = N>,

o (M, ={meM=N: |m|=n}}tea,
® {0 = an}nen,

o {p,=1/2""},
ewy=1foralVes,,

where ng corresponds to Ay in Algorithm [I1} Then, for s-th feature in the output random
feature vector, we have

Ol -
Zawus()s =\ [ K, (@01 (Lyes, ) and (4.38)
&= (Ty,...,00,T9,...,T0,...,Lq,...,2q) € R™? (4.39)

since the maximum multiplicity of j-th feature is n, for all j € [d]. Moreover, we modify the
conversion of the family of item-multiset M,,, into the family of itemset S,,, in Algorithm
as follows:

Sp. ={V Cnyd]:|V|=ns, i #j modn,forallijeV} (4.40)
= ﬁ{t,t+ns,...,t+(d— )ns}. (4.41)
t=1
Clearly, |S,,,| = d" = |M,,| and
KR (@, y; {lm}mem,,) = K, (2,9 {lv}yes,.) (4.42)
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Table 4.1: Datasets used in Section

Datasets ‘ d ‘ Ntrain ‘ Nvalid ‘ Ntest

ML100K | 78 | 21,200 | 1,000 | 20,202

phishing | 30 | 9,000 555 1,500
IJCNN | 22 | 35,000 | 14,900 | 91,701

holds, i.e., the above hyperparameter setting is valid. Moreover, the following holds for
ZsubrK (T) s

Qi

- Oy, N
Zsans(@)s =\ [ 1K, (@0 {hves, ) = o | 20 TTaws ] (49

_ /%;g(dz[t],ww:\/gg;tlj(ﬂ%w[tD:ZRM(m)s, (4.44)

where w(t] is a d-dimensional sub-vector of w such that

w[t] = (U)t, Wngtt - 7£"'}(d—1)7’l,s-i-t)T (445)

for all ¢ € [n,], and similarly for @[t]. That is, the RM map is a special case of the
subsampled RK map (with RFA). Clearly, the algorithm of the RM map is much simpler
than that of the subsampled RK map for the dot product kernel. Therefore, the RM
map can be regarded as a subsampled RK map with techniques that make the algorithm
simple. For dot product kernels, sparse random features can be generated by our proposed
subsampled RK map with the construction of family of § in while sparse random
features are not generated by the RM map, that is, by setting A = N5y and {M,, = {m €
M m| = n}}ea.

4.7 Experiments for RK Map and SCRK Map

In this section, we demonstrate the effectiveness of the RK map and SCRK map.

4.7.1 Datasets

We used three datasets: MovieLens 100K (ML100K) [25], phishing [44] and IJCNN
dataset [57]. We normalized each feature vector by their £; norm. Table [4.1] shows the
overview of datasets.

4.7.2 Accuracy of Approximation

We first evaluated the accuracy of our proposed RK feature map. We calculated the
absolute error of the approximation of ANOVA kernels (m = 2 or 3) and all-subsets kernel
on the training datasets. Each feature vector was normalized by its ¢; norm. Only 10,000
instances were used. We calculated the mean absolute errors for these instances for 100
trials using Rademacher, Gaussian, Uniform, and Laplace distributions in the RK feature
maps and compared the results. For the ANOVA kernels, we also compared them with
the SCRK feature map. We varied the dimension of the random features: 2,4,8 and 16
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Table 4.2: Absolute errors of RK feature maps for second-order ANOVA kernel, third-order
ANOVA kernel, and all-subsets kernel using different distributions for ML100K dataset.
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Table 4.3: Absolute errors of RK feature maps for second-order ANOVA kernel, third-order
ANOVA kernel, and all-subsets kernel using different distributions for phishing dataset.
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Table 4.4: Absolute errors of RK feature maps for second-order ANOVA kernel, third-order
ANOVA kernel, and all-subsets kernel using different distributions for [JCNN dataset.
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Figure 4.1: Comparisons of mapping times of RK and SCRK feature maps for second-order
ANOVA kernel (left) and third-order ANOVA kernel (right) with different dimensions of

original feature vector for synthetic dataset (d is shown in log scale).

times that of the original feature vectors. We used Scipy [31] implementations of FFT and
IFFT (scipy.fftpack) in the SCRK and TS feature maps.

As shown in Section Table [4.3] and Table [4.4] the RK feature map with the
Rademacher distribution had the lowest absolute error and variance for the second- and
third-order ANOVA kernels. In contrast, the differences in the absolute errors between
the distributions were small for the all-subsets kernel. The variances were large even for
D = 16d, so the RK feature map for the all-subsets kernel requires a larger D. For the
third-order ANOVA kernel, the performance of the SCRK feature map was as good as that
of the RK feature map with the Rademacher distribution. However, for the second-order
ANOVA kernel, that of the SCRK feature map was not good. As described above, the
SCRK feature map is not efficient when order m is even because o is meaningless.

We next evaluated the effectiveness of the SCRK feature map, which is more time and
memory efficient than the RK one w.r.t the dimension of the original feature vector. We
created synthetic data with various dimensions of the original features and compared the
mapping times of the SCRK and RK feature maps for the second-order ANOVA kernel.
We used N (0,1) as the distribution of original features and changed the dimension of the
original features: d = 512, 1,024, 2,048 and 4,096. We set D = 8,092 for all d.

As shown in Fig. when the dimension of the original feature vector d was large,
the SCRK feature map was more efficient. Although the running time of the RK feature
map increased linearly w.r.t d, that of the SCRK feature map increased logarithmically.
However, when d = 512, the RK feature map was faster than the SCRK feature map. This
may be because of the following reasons. First, the difference between d and log d is small,
if d is small. Furthermore, the SCRK feature map requires FFT and IFFT, and hence its
dropped constants in Big-O notation are larger than that of the RK feature map.

4.7.3 Performance Comparison on Supervised Learning Setting

We next evaluated the performance of linear models using our proposed RK/SCRK
feature maps on the ML100K, phishing, and IJCNN datasets. For the ML100K dataset,
We converted the recommender system problem to a binary classification problem. We
binarized the original ratings (from 1 to 5) by using 5 as a threshold. We varied the random
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Figure 4.2: Test prediction errors and times for linear SVM using RK feature map
approximating (a) second-order ANOVA kernel, (b) third-order ANOVA kernel, and (c)
all-subsets kernel and for two existing methods on ML100K dataset. Upper graphs show
test prediction errors; lower ones show training and test times (time is shown in log scale).

features dimension in a manner similar to that used in the first evaluation. We compared
the prediction errors and learning and testing times for linear SVMs using the proposed RK
feature map for the ANOVA /all-subsets kernel, for linear SVMs using the SCRK feature
map for the ANOVA kernel, for non-linear SVMs with the ANOVA /all-subsets kernel,
and for m-order FMs, and for the all-subsets model. Although there was a linear term
in the original FMs, we ignored it for simplicity. All the methods have a regularization
hyperparameter, which we set on the basis of the validation test prediction error of the
non-linear SVMs. For the linear SVMs using random feature maps, we ran ten trials
with a different random seed for each trial and calculated the mean of the values. We
used a Rademacher distribution for the random vectors. For the FMs and all-subsets
model, we also ran ten trials and calculated the mean of the values. We used coordinate
descent [9] as the optimization method. Because this optimization requires many iterations
and much time, we ran the optimization process for the same length of time used for the
non-linear SVMs. For the rank hyperparameter, we followed Blondel et al. [9] and set it
to 30. We used LinearSVC and SVC in scikit-learn [54] as implementations of linear SVMs
and non-linear SVMs. LinearSVC used liblinear [I8] and SVC used libsvin [12]. For the
implementation of FMs, we used FactorizationMachineClassifier in polylearn [4§].

As shown in Fig. [4.2] when the number of random features D = 1,248 = 16d, the
prediction errors of the linear SVMs using the proposed RK feature map were as good
as those of the non-linear SVMs, FMs, and all-subsets model. Furthermore, even though
D = 1,248, their training and testing times were 2-5 times less than those of the non-linear
SVMs, FMs, and all-subsets model. Because the dimension of the original feature vector
was small, the running times of the linear SVMs using the SCRK feature map were longer
than those of the linear SVMs using the RK feature map when m = 3. The prediction
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Figure 4.3: Test prediction errors and times for linear SVM with RK feature map approxi-
mating (a) second-order ANOVA kernel, (b) third-order ANOVA kernel and (c) all-subsets
kernel, kernel SVMs and FMs on phishing dataset. Upper graphs show test prediction
errors; lower ones show training and test times.

errors of the linear SVMs using the SCRK feature map were as good as those of the linear
SVMs using the RK feature map, and the SCRK feature map required only O(D logd)
time.

We also compared the prediction errors and learning and testing times among random-
feature-based methods for the polynomial-like kernel: linear SVMs using the proposed
RK/SCRK feature map for the ANOVA kernel, TS feature map, and the RM feature
map for the polynomial kernel. Similar to the evaluation above, we set the regularization
parameter on the basis of the validation test prediction error of the non-linear SVMs (we
also ran the polynomial kernel SVMs). We again ran ten trials with a different random
seed for each trial and calculated the mean of the values.

As shown in Fig. Fig. [4.6] and Fig. 1.7 when the number of random features D is
small, the prediction errors of linear SVMs using the T'S/RM feature map were better than
those of linear SVMs using the RK feature map. However, when the numbers were larger,
the prediction errors of linear SVMs using the RK feature map were as good as those
of linear SVMs using the TS feature map. The linear SVMs using the RM feature map
achieved the best performance. However, their running times were clearly longer compared
to those of the other methods. Moreover, the RM feature map is not space-efficient: it
requires O(Ddm) memory for the m-order polynomial kernel while the proposed RK/SCRK
feature map for an m-order ANOVA kernel requires only O(Dd)/O(D) memory. The
training and testing times of linear SVMs using the RK feature map were the lowest among
all methods.

52



0.14 4 —— Linear SVM with RK 0.14 A —&— Linear SVM with RK 0.14

Linear SVM with SCRK Linear SVM with SCRK
—e— ANOVA Kernel SVM (m=2) 012 1 —o— ANOVA Kernel SVM (m=2)
—A— FM (m=2) —A— FM (m=2)

—— Linear SVM with RK
0.08 All-subsets Kernel SVM

0.08 .08 .
o —&— All-subsets
| | T ]
0.06 0.06 — 0.06
T—yp
0.04 4 ‘\,\__ 0.04 4 0.0
—g

Y

Test prediction error

Test prediction error
/(

Test prediction error

50 100 150 200 250 300 350 50 100 150 200 250 300 350 50 100 150 200 250 300 350
Number of random features (D) Number of random features (D) Number of random features (D)

Time (s)
Time (s)

. W 0/,4/*”'/4 ) M

50 100 150 200 250 300 350 50 100 150 200 250 300 350 50 100 150 200 250 300 350
Number of random features (D) Number of random features (D) Number of random features (D)

(a) Second-order ANOVA kernel (b) Third-order ANOVA kernel (c) All-subsets kernel

Figure 4.4: Test prediction errors and times for linear SVM with RK feature map approxi-
mating (a) second-order ANOVA kernel, (b) third-order ANOVA kernel and (c) all-subsets
kernel, ANOVA kernel SVMs, and FMs on [JCNN dataset. Upper graphs show test

prediction errors; lower ones show training and test times.

4.8 Experiments for Sparse RK Map and Subsampled
RK Map

In this section, we demonstrate the effectiveness of the Sparse RK map and Subsampled
map on sparse datasets.

4.8.1 Datasets

We evaluated the performance of linear models using our sparse/subsampled RK map on
the RCV1 dataset and the MovieLens 1M (ML1M) dataset, which are large-scale sparse
datasets for the news document classification task and the movie recommendation task, re-
spectively. In particular, we used the RCV1 binary dataset available at https://www.csie.
ntu.edu.tw/"cjlin/libsvmtools/datasets/binary.html#rcvl.binary. The number
of training, validation, and testing instances were 558, 112, 69, 764, and 69, 765. The density
(i.e., nnz (X) /Nd) of the RCV1 dataset was 1.55 x 1073, The number of features (i.e., d)
was 47,236 for the RCV1 dataset. For the ML1M dataset, unlike the ML100K dataset, we
used the id of users and movies, occupation, gender, age, zip-code, and genres information
as features. We converted the recommendation task to a binary classification problem by bi-
narizing the original ratings (there were from 1 to 5 ratings, and we used 4 as a threshold).
The raw dataset was available at https://grouplens.org/datasets/movielens/1m/.
The dimension of the feature vector was 13,410 for the ML1M dataset. The number
of training, validation, and testing instances were 800, 167, 100,022, and 100, 022. The
density of the ML1M dataset was 6.04 x 10~%. For both datasets, we scaled all feature
vectors by their ¢; norm.
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Table 4.5: Datasets used in Section

Dataset ‘ d Ntrain Nvalid Ntest
RCV1 | 47,236 558,112 69,764 69,765
MLIM | 13,410 800,167 100,022 100,022

4.8.2 Performance Comparison on Supervised Learning Setting

We compared the training times, which included sampling random basis vectors time and
transforming data points time for random feature methods, and testing times and the
classification error rates for the prediction of testing data for following nine methods:

e SparseRK: linear support vector machines (SVMs) using sparse RK map for ANOVA
kernel.

e SubRK: linear SVMs using subsampled RK map with the construction of family of
S in (4.36)) for ANOVA kernel.

e SparseRM: linear SVMs using RM map for polynomial kernel with sparse Rademacher
distribution.

e SubRM: linear SVMs using subsampled RK map with the construction of family of
S in (4.36) for polynomial kernel.

e RK: linear SVMs using canonical RK map for ANOVA kernel.
e RM: linear SVMs using canonical RM map for polynomial kernel.

e TS: linear SVMs using tensor sketching (TS), which is a random feature map for
the polynomial kernel [56].

e KernelSVM: SVMs with ANOVA or polynomial kernel.
e FM: factorization machines without the linear term [61].

We set the order of the ANOVA kernel and the polynomial kernel to 2 for all methods.
For SparseRK, we set the sparsity parameter p in the sparse Rademacher distribution to
0.999 for the RCV1 dataset, and 0.996 for ML1M dataset. For SubRK, we used
to construct the family of S and set the sampling probability of each A as py = 1/|A|
for all A € A. We show the derivation of the valid {c,} in the Appendix. The number
of sub-features k was set to d(1 — p) for both datasets. For both the SparseRK and
SubRK, we set the the number of random features D to 2d = 94,472, 3d = 141,708,
and 4d = 188,944 for the RCV1 dataset, and 2d = 26, 820, 4d = 53,640, 6d = 80, 460,
and 8d = 107,280 for the ML1M dataset. The settings for SparseRM and SubRM
were similar, respectively, to those of SparseRK and SubRK described above. For the
SubRM, we also show the derivation of the valid {«,} in the Appendix. For RK, RM,
and TS, we set D to 2,048 because they generate dense random features for the RCV1
dataset, and 1,048 for the ML1M dataset. The memories required by the random feature
matrix of the canonical random feature methods were almost the same as those required
by the random feature methods (SparseRK, SubRK, SparseRM, and SubRM). For
FM, we set the rank-hyperparameter to 30 by following [9]. Table [4.5|shows the summary
of the datasets and hyperparameter settings. Similarly in Section [4.7] we used LinearSVC
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Figure 4.8: Test prediction errors and times for methods using second-order ANOVA
kernel (upper) and second-order polynomial kernel (lower) on RCV1 dataset. Left graph
shows prediction errors; right one shows sum of training time, which includes sampling
random basis vectors time and transforming data points time for random feature method,
learning linear model time, and test time (time is shown in log scale).

in scikit-learn [54] as the implementation of the linear SVM for the linear SVMs with
random feature maps. For KernelSVM, we sampled 160, 000 samples from the training
instances and used only those instances because using all instances would have required an
enormous amount of time for training and testing KernelSVM. We used SVC in scikit-
learn [54] as the implementation of nonlinear SVMs. We set the size of the cache used in
KernelSVM to 16 GB. For the FM implementation, we used FactorizationMachineClassifier
in polylearn [48]. All the methods have a regularization hyperparameter, which we set on
the basis of the validation classification errors of KernelSVM. For all methods, we ran
the experiment ten times with different random seeds.

The experimental results are shown in Fig. [4.§8| for the RCV1 dataset and Fig. [4.9)
for the ML1M dataset. We compared the methods among those using a second-order
ANOVA kernel and those using a second-order polynomial kernel, respectively. For
both the test prediction error and the training and testing time, lower is better. The
canonical random feature maps with a small D (RK, RM, and TS) were faster but
their performances were worse. Although KernelSVM and FM performed well, they
required a large amount of training and testing time. The proposed sparse random feature
methods (SparseRK, SubRK, SparseRM, and SubRM) performed as well as FM
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Figure 4.9: Test prediction errors and times for methods using second-order ANOVA
kernel (upper) and second-order polynomial kernel (lower) on ML1M dataset. Left graph
shows prediction errors; right one shows sum of training time, which includes sampling
random basis vectors time and transforming data points time for random feature method,
learning linear model time, and prediction time (time is shown in log scale).

and KernelSVM. Furthermore, their training and testing times were 2-130 times less
than those of FM and KernelSVM. In proposed SparseRK, SubRK, SparseRM,
and SubRM, the times for training linear models were small; the computation of random
features took most of the times. For the MLL1M datasets, FM achieved the best performance
because the ML1M dataset extremely sparse and parameters of FMs can be estimated
well for large-scale sparse datasets [61] as described in Section [2.6] Therefore, when the
dataset is extremely sparse and long training time is acceptable, using FMs is a good
choice. We must note that the hyperparameter tuned on KernelSVM was used for the
other methods, which further improved the performances of the proposed method.

Next, we investigated the effect of sparsity parameter p (and k& = d(1 — p)) on the
performance of the linear model by comparing the proposed methods (i.e., SparseRK
and SubRK) with the canonical method (i.e., RK) by setting the same number of
random features (D) and changing the sparsity parameters. For this comparison, we
used the protein dataset because the RK required an enormous amount of memory and
time for the RCV1 dataset and the ML1M dataset. The protein dataset is available
at https://www.csie.ntu.edu.tw/"cjlin/libsvmtools/datasets/multiclass.html.
The number of features was 357 and the number of training, validation, and testing instances
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Figure 4.10: Test prediction errors and times for methods using second-order ANOVA
kernel on protein dataset. Left graph shows prediction errors; right one shows sum of
training time, which includes sampling random basis vectors time and transforming data
points time for random feature method, learning linear model time, and test time.

were 14,895, 2,871, and 6,621, respectively. For all methods, we set D = 16d = 5, 712.
For SparseRK, we set the sparsity parameter p to 0.99, 0.98, and 0.96. For SubRK, we
set the number of sub-features k to d(1 — p), i.e., 3, 7, and 14. In this experiment, we also
ran and evaluated each method ten times with different random seeds.

The experimental results are shown in Fig. [£.10] The x-axes represent 1 — p, i.e., the
density of the random basis vectors. When p = 0.96 (i.e., (1 — p) = 0.040), SparseRK
and SubRK performed as well as RK. Even when sparsity parameter was high (p = 0.99),
the differences of the test prediction error between proposed SparseRK/SubRK and
RK were small; 0.014 and 0.009, respectively. Moreover, SparseRK and SubRK ran
3-6 times faster than RK while they performed as well as RK.

4.9 Conclusion

In this chapter, we have presented a random feature map that approximates the itemset
kernel. Although the itemset kernel depends on S, the error bound we have presented does
not depend on it or the original dimension d. Moreover, we have showed that the proposed
random kernel feature can be used not only with the Rademacher distribution but also with
other distributions with zero mean and unit variance. Furthermore, we have showed that
the Rademacher distribution achieves the minimax optimal variance both theoretically and
empirically. We have also showed how to efficiently compute the random kernel feature map
for the ANOVA kernel by using a signed circulant matrix projection technique. Moreover,
we have proposed the sparse random kernel map and the subsampled random kernel map,
which generate sparse random features and therefore can be applied to a large-scale sparse
dataset. In addition, we have extended our methods to the item-multiset kernel, which is
a generalization of the itemset kernel. Our evaluation showed that linear models using the
proposed random kernel feature map are good alternatives to factorization machines and
kernel methods for several classification tasks.
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4.10 Proofs

4.10.1 Proof of Proposition

Proof. Let us consider the product of itemset kernels Kgs(x,w) and Ks(y,w), where
w € {—1,+1}% is a Rademacher vector:

Ks(i,0) K (g, —(z H) (z Hy) (446

VieS j1eVr Vo €eS jaeV
= E E H l’jle'l H thh. (447)
VIES VLES j1EV) Jj2€Va

Then, wj = 1 for all j because w; € {—1,+1}. Hence, [#.47) can be rewritten as

DIDIN | EN | g7 (4.48)

VIES VLeS j1€V) J2E€VS

- Z Z H WJQA H Wijs H Ljy H Yjo (4.49)

V1eS VL€ES jaeVina J3eVIAV, J1€EVL Jj2€V2

- Z Z H Wis H Tj H Yja (4.50)

VIS VRES jseVi AV, J1€V1 J2€V2

where V} AV, is the symmetric difference between Vi and Vo: VIAV, = (ViUVL)\ (ViNTa).
Furthermore, V1AV, = () if and only if V; = V,. Therefore, one can separate (4.50)) as

> > I wu IT = 1T we

VIES VLES jseViAVs J1EVT J2€VR

Z H T H Yie Z H Wi H Ljy H Yjo (4‘51>

=V2 j1€V1 j2€V2 Vi#Va jseVidVa J1€EVL Jj2€V2
= E e+ > I1 wi I = 11 v (4.52)
SeS jes Vi#Va jseViAV; Jj1€EV1 Jo€Va

The first term in (4.52) is Ks(x,y). The expectation over w of the second term is 0
because this term always contains w;, and each w; is sampled from a Rademacher (fair
coin) distribution. Therefore, E,[Ks(x,w)Ks(y,w)] = Ks(x,y) and hence

Ee,...op [{(Zrr(x), Zrk(y Z 1D (z, w %K(y,ws) (4.53)
= K(x,y). (4.54)
]

4.10.2 Proofs for Analyses (Section [4.3.1))
Proofs of Lemma [4.3]

Proof. The all-subsets kernel K (-, -) uses all feature combinations. Hence, sup Ks(z,w) <
sup Ki(x, w) and inf Kg(x,w) > — sup Ky (x, w) holds for all S C 29 that is, |Ks(x, w)| <
sup Ka(x,w). Therefore, we consider here sup K,(x,w) in order to derive an upper
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bound of approximation error. For all d > 1, z € R and w € {—1,+1}¢, the following
inequality holds under the assumption that ||z||; < R:

Sup Ka(z,w) = supH 1+ zw;) = supH 1+ |zj) (4.55)
zw i
R\" R\
= <1 + 3) < dlggo (1 + E) =e. (4.56)
Therefore, |Ks(x,w)Ks(y,w)| < 2%, and then ([4.9) can be easily obtained from Hoeffd-
ing’s inequality. O]
Proof of Lemma

Lemma gives the absolute error bound of any x,y € B;(0, R). We show the uniform
error bound of the RK map by following the analysis in [32]. We first derive the upper
bound of [|VzE€(x, )|, and [|V4E(x, y)||,, that is, the Lipschitz constant of £(-, -) because
their method requires it.

I

Lemma 4.12. For all S C 24,
sup | Vol(@,y)|o=  sup  [[V,E(m,y)ll2 < Ve, (4.57)

:BzyEBl(O?R) w,yEBl(O,R)

Proof. From the proof of Proposition [4.2]

2y)=53 5 S T wos I o I e (4.59)

s=1 V1€8 Va#V jseViAV, Jj1€EVL j2€Va

From the triangle inequality,

IV2E(, y)|2 < n Va Z Z H Ws,js H Ly H Yija (4.59)
V1eS Vo#Vr jseViAV, Jj1eV1 Jj2€Va 2
Clearly,
sup  [|Va&(z,y)l2 < Sup Va Z Z H Wi H Ly H Yijo (4.60)
z,yEB1(0,R) VIES Va#V1 jzaeVi AV, J1EVI J2€EV2 9

Because the f5 norm of V,&(x, y) is (2?11{88(33, y)/axj}Q) ®let us consider 0 (x,y)/0x;:

ag@zjy o 8 (Z Z H Wia H T, H y]z) /8'Ij (461)

VIeES VL eSS Vo#V) jaeViAV, J1EVL j2€Va

(5 X S Ten T o Tt X3 T T o T ) s

Vi) Va#V1 s J1EV1,J1#] J2€V2 ViZj Ve#V1 s J1€VT, J2€V2
(4.62)
= E : § : ijs H Ly H Yijz- (4'63>
Vi3j Va#V1 js EVL1#] J2€V2
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From (4.60), (4.63), and the inequality Ks(|z|,1) < Ku(|lz|,1) < e®, where 1 is a
d-dimensional vector in which all coordinates are one,

sup  ||VzE(x, )l (4.64)
w,y€B1(0,R)
d 97 3
< sup | {Z > o Iws TI =0 11 yjz} (4.65)
LY@ =1 (Viaj veztVi js NEVILI#T  2€Va
d 2
< sup z{z SR |yj2|} (4.6
Y | 7= \Vi3j Va7V i€V, ji#j j2€V2
[ 4 2 %
< oup z{(z 0 m) (z I |yj2|)} (w67
Yy | j=1 VIES j1EVY VoES j2EVa

= sup | > {Ks(|a|, 1) Ks(|yl, 1)}2] (4.68)

,y _]:1

< [Z {e eR}2] 2 = Ve, (4.69)

Similarly, sup,, yeg, 0,m) | Vo€ (@, y) |2 < Vde*F can be shown. O

Finally, we show the proof of Lemma by using Lemma [4.3] Lemma [4.12] and the
results in [32].

Proof. 1t is well known that a d-dimensional compact set B can be covered at most
T = (4diam(B)/r)? balls of radius r by constituting e-net [I5]. We assume that x,y €
B C By(0,R) C By(0,R) and hence diam(B) is at most 2R. Let 7 be the e-net with
radius 7 (set of the centers of the balls). Then, for all &,y € B, there exists ' and y’ that
satisfy | — | <r /|y —¢'| <r, and

sup | f(w,y) — f(',y)] < 2Lr (4.70)

zeBy(x’,r)NB,

yEBQ(y’,r)ﬂB
for a L-Lipschitz bivariate function f : B x B — R (Lemma 5 in [32] (Lemma 9 in its
arXiv version)). Furthermore, if 7 provides an (g/2)-close approximation to Kg, that is,

SUp, o7 [E(2, y')| < /2, applying ([£.70) by f = & derives
wp £z )| = sup |E(@.y) — E@y) + E@.y) <e/242Lr (A7)

z,yeB x,yeB
because there exists @’,y’ € T such that @ € By(a',r) and y € By(y’,r). Therefore,
by choosing r = /4L, sup, 45 |€(x,y)| < € if sup, 7 |E(x', y')| < €/2. Then, |T| <
(32RL/¢e)?, and following inequality can be obtained from Lemma [4.3] and Lemma[4.12]:

pl| sup |E(z,y)| > | <p| sup |E(z,¥y)] > ° (4.72)
x,yeB x' y' €T 2
2d
32RL\ > De? 32RV/de?R De?
<2 (—5 ) exp <_8e4R) =2 <—€ ) exp (_864R) . (14.10))
O
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Proof of Lemma

Proof. If |K}'(x,w)| < R™ this lemma clearly holds from Hoeffding’s inequality, similar
to Lemma [4.3] For the ANOVA kernel, there is a recursion [9]:

m

1 _
K (@y)=—> ()" K (2,y)D'(z.y), (4.73)
t=1
where D'(x,y) = ZJ c 2y = (2, y°). We prove |K{'(z,w)| < R™ by induction
based on this recursion. For m = 1, |K\(x,w)| = | (x,w) | < R. Now suppose that this
inequality is true for m — 1 > 1. Then,

m m d
m 1 m— 1 m—
K (x,w) = EZ(—l)t“KA Ha,w)D(x,w) < EZR 1Dl (4.74)
t=1 t=1 j=1
1 m d 1 m
<D RTY alt <=3 Ry < R (4.75)
t=1 j=1 t=1

We can also obtain —R™ < K7'(x,w). Therefore, |K¥(z,w)K? (y,w)| < R*™ holds,
meaning that Lemma [4.5 can be obtained in a manner similar to that for Lemma [4.3] [

Proof of Proposition

Proof. From the proof of Proposition .2] in the general case

Ks(w,z)Ks(w,y) ZHW zjy; + Z H Wi H Ly H Yja- (4.76)

SeS jeSs Vi#Va jseVi AV, J1€EVL J2€VL
From , clearly E[Ks(w, z)Ks(w,y)] = Ks(x,y) for all ,y if and only if E[w,] =0
and V[wj] = E[w}] — E[w;]* = Elwj] = 1 for all j € [d]. O

Proof of Lemma

Before proving Lemma [4.7, we present a lemma for the relationship between the second
and fourth moments.

Lemma 4.13. For the second and fourth moments of any probabilistic distribution p(z),

E[z] > 2E[z?] — 1. (4.77)

E[z!] — E[2?] = /00 p(z)z?* (2 — 1)dx (4.78)
= /_ p(z)2* (2 — 1)dx —I—/ p(z)2?(2? — 1)dx + /100p(x)x2(m2 — 1)dx (4.79)
> /_ p(z)(2? — 1)dx +/ p(z)(z? — 1)dw + /100p(x)(x2 — 1)dx (4.80)

= /00 p(x)(x2 — 1l)dz = E[xQ] — 1. (4.81)
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Finally, we prove Lemma 4.7|

Proof. The variance of the dot product of random kernel maps, V[(Zrk (), Zrk(y))], can
be written as

V{(Zrk(2), Zrx(y))] = % {E[(Ks(w,z)Ks(w,y))’] — Ks(z,y)*}. (4.82)

By simple expansion, without loss of generality, E [(Ks(w, ) Ks(w, y))ﬂ — Ks(x,y)? can
be written as

E [(Ks(w,z)Ks(w,y))’] — Ks(z,y)’

= E AV, Va,Va,Va, Vs, Ve

V1,Va,Va,Vy, Vs, Vse2ld
4 2 2
X || ]E[wjl}leyjl

J1EVI
3 2
Jj2€V2
3 2
X H E[w]3}x]3y]3 H xj4yj4
J3€EV3 Ja€EVy
2 2
X H L H Yo
Js€Vs Jje€Ve

+ Z H (E[w;ll] - 1)1‘?1:%2-1 H LjaYjas (483)

V1,VoeS jevinla J2EVI AV,

where av, v, vsvavs.ve € Nso (Vi, Va, Vs, Vi, Vs, Vi € 2l is coefficient that depends on only
S. Although Elw]]z?y7, 2% and y; are always non-negative for all j € [d], &,y € B (0, R),
and p € P, (distribution for w), Elwi]a?y;, E[wl]z;y7, and z;y; can be negative. This
makes it difficult to compare the variances of the dot products of random kernel maps
with different distributions for w.

Fortunately, the maximum variances can be compared relatively easily. For all S, p and
(", y*) € argmax, yep. (0.r) Ver...wp~p[(ZrRK(T), ZrK(Y))], all terms in (4.83)) are non-
negative. For example, in the case E[w?] > 0, E[w®|z3y;, E[w®]z;y? and x;y, are clearly non-
negative if 2; > 0 and y; > 0 for all j € [d]. Similarly, for E[w?] <0, E[w?®]z3y;, E[w®]z;y;
and z;y; are non-negative if z; < 0 and y; < 0 for all j € [d]. Therefore, obviously
ziy; > 0 for all j € [d]. Furthermore, from Lemma , E[w!] — 1 > 0. Therefore, the
last term in is also non-negative for all S and p, all (z*, y*).

Hence, a distribution p € ‘B ; with the third and fourth moments of 0 clearly achieves

minimax optimal variances, and it is just the Rademacher distribution. O]

4.10.3 Proof of Proposition 4.8
Proof. Recall the definition of the weighted itemset kernel:

Ks(@, y; {wv}ves) = > _wy [ [ 9. (2.22)

ves  jev

where S C 2l ig the family of itemsets and wy € R for all V' € S is the weight for
itemset V.
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It is sufficient to prove
E[Ks(z, wi {Vuv}) - Ks(y, w; {Vwv})] = Ks(z, y; {wv}) (4.84)

because (Zrk (), Zrk(y)) = Zle Ks(x,wg; {ywv}) Ks(y,ws; {y/wy})/Dand wy,...,wp
are sampled independently. The inside term of the expectation in (4.84]) is

Ks(x,w; {Vuwy }) Ks(y, w; {Vwv}) (4.85)
- (Z \/w_Vl H Ijl(")h) <Z \/w_Vz H yjsz'z) <4'86>

VieS J1EV VoeS J2E€VS
= E E Wy, /Wy, H T, W, H Yjo Wiy - (4.87)
VieS VheSsS J1eEV: Jj2€V2

Then, wj = 1 for all j because w; € {—1,+1}. Hence, [{#.105) can be rewritten as

Z Z \/w_vl\/w_VZ H Ly Wiy H Yja Wiz (4.88)

VieS VeS8 J1EVL J2€VS

_ 2

=> > vouvoy [ @ T ws I = 11 e (4.89)
VieS VheSsS Ja€VINVa J3eVIAV, J1EVL J2€Va

= E E VWV /W, H Wis H L jy H Yjzs (4.90)
VieS VoeS J3eVIAV, J1€EVT J2 €V

where V1AV, is the symmetric difference between V3 and Va: VIAV, = (ViUV,) \ (VI NVL).
Furthermore, V1AV, = () if and only if V3 = Vi, Therefore, one can separate (4.90) as

SN vuvey [ ws I = IT v

VieS VoeS J3EVIAV, J1EVT j2€Va
= E vV Wy /Wy, H Ly H Yjo
Vi=Va J1eVL J2€Va
+ > vy ] ws T = T v (4.91)
Vi#£Va J3€EVIAV, J1€VA J2€Va
=> wy [[zwi+ Y. vovivow, ] ws T =0 T1 v (4.92)
Ves JjES Vi#Va J3EVIAV, J1EVT J2€Va

The first term in (4.92)) is Ks(x,y;{wy}) and it is surely the weighted itemset kernel.
The expectation over the w of the second term is 0 because this term always contains
w;, and each w; is sampled from the Rademacher (fair coin) distribution. Therefore, we

have (4.84)). O

4.10.4 RK Map Cannot Approximate Polynomial Kernels

Although the item-multiset kernel is closely similar to the itemset kernel, the RK map can-
not approximate the item-multiset kernel. We show that the RK map cannot approximate
the second-order polynomial kernel, which is an example of the item-multiset kernel.

We assume d > 1, where d is the dimension of the feature vector. It is sufficient to
prove

B IR (V) KT ()] £ By o) By <R
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For the second-order polynomial kernel case, M = {m € N, : ||m|; = 2}, and
Wy = ||[m|o. Then, because wi =1 for all j € [d] (as shown in the above section),

d
K/r&ulti(m’w; {m}) = wax? + \/5 Z Wi, Wiy Ty Ty (4.94)
j=1

J1>J2
d
= Zx? + \/i Z Wiy Wia Lj1 Lo s (4'95>
Jj=1 J1>72
and similarly for K" (y, w; {\/Wm}). For the product of them, we have

E [K3" (@, 0 {v/wm}) - K" (y, w: {y/wm})] (4.96)
d d
= (Z 1732) (Z yf) +2) T (4.97)

Jj1>72
d
= K" (@, y; {wm}) + > 222, (4.98)
J1#j2

Therefore, (4.93)) holds.

4.10.5 Valid Parameters of Subsampled RK Map

Here we derive the valid parameters of the subsampled RK Map using the construction
method of the family of the S described in (4.36]) for the ANOVA kernel and polynomial
kernels, which are used in SubRK and SubRM. Recall the proposed construction of

family of S in (4.36):

A= C?),SA —{(VesS:VCAlL [.36)

where k € {l,...,d} is the number of subfeatures (hyperparameter). The subsampled
family of itemsets S is the set of itemsets that use features only in A\. As desribed in
Section b, we must set the {ay}rea such that

ZaAKS,\ (:va) = KS(xvy) (499)
AEA

ANOVA Kernel Case. We first derive the valid parameters for the n-order ANOVA
kernel case. For any V € ([z}), there exists (2:2) index sets that include V', ie., [{\ € A :

A DV} = ({-"). Therefore, we have

Y Ks(my)= ) (Z:Z) lex]yj = (Z:i) > ﬁ%yji (4.100)

AEA J1<<Jn J1<-<Jn =1

- (Z B Z’) Ks(z,y), (4.101)

and thus by setting a, = 1/ (Z:Z) for all A € A, the subsampled RK map can approximate
the n-order ANOVA kernel.
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Polynomial Kernel Case. For SubRM, we do not implement the subsampled RK
map with RFA in Algorithm 7, naively. To derive our SubRM algorithm, we first present
following lemma.

Lemma 4.14. For givenn < k < d € Ny, let A = ([Z]), and wy,...w, € {—1,1}¢ are
the random vectors sampled from the Rademacher distribution. Then,

S oY Euren [ﬁ (Z xjwt,j> (Z ijt,j>] = (Z: Dn(w,y)". (4.102)

A1EA AnEA t=1 JEA JEX

Proof. We first fix Ay,..., \,. Then, we have

Ee.....con [ﬁ (Z a;jwt,j> (Z ijt,j)] (4.103)

t=1 \jEN: JEA
n

- HEwt (Z xjwm‘) (Z ijt,j>] (4.104)
=11 (Z Wj) : (4.105)

t=1 \jEM:

Next, we consider the summation of (4.105) with respect to the A\y,..., \,. Let Sy, ==
> jex Tjyj- For any j € [d], there exists (47}) itemsets that include j € [d] in A = ([Z]),
ie, {V:VeAj>V}=({"]). Therefore, D e O = (=) Z;l:l x;y; and we have

k—1

Z...zﬁ(zxjyj>zz...zﬁg% (4.106)

AEA An€A t=1 \jEN A EA An€A t=1
n n d 1 d
() -T1((3) o) )
t=1 \\:eA t=1 j=1
d—1\"
= . 4.1
]

From this Lemma we propose Algorithm which approximates n-order polyno-
mial kernels. This algorithm can be regarded as the subsampled RM map with the con-

struction in (4.36)). In Algorithm a = (1/(2:1))” corresponds to ay and p = (1/(%))”
corresponds to py in the subsampling RK map (Algorithm 6/7). We use it as the SubRM
in our experiments.
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Algorithm 12 Subsampled Random Maclaurin Map for n-order Polynomial Kernel

Input: x € R% k € N5,

pe (V@)

a e (1/(G)"

¢+ a/p=(d/k)";

:fors=1,...,D do

Generate n Rademacher vectors wq 1, ..., ws, € {—1,+1}%

Generate n itemsets A 1,..., A5, € ([;l]) uniformly and independently;

n .
Compute Zs = \/c[[i_; > jen., Ws.j» Tji
end for

Output: Zpy(x) = (Z1,...,2Zp)" /D

—

69



Chapter 5

Conclusion

In this doctoral dissertation, we have studied machine learning algorithms using feature
interactions. Especially, we have developed models using higher-order feature interactions
across objects for feature-based link prediction and efficient learning methods for predictive
models based on feature interactions.

For feature-based link prediction, we have presented models based on higher-order
feature combinations only across the two objects being compared in Chapter [3 Our
proposed model, HOPairNet, can be regarded as a higher-order generalization of the
factorized bilinear model or pairwise extension of the higher-order factorization machine.
We have also presented an algorithm for efficiently computing higher-order feature combi-
nations only across two objects. Moreover, we have proposed an efficient CD algorithm
for the proposed model. Furthermore, we have proposed the HOPairDNN, which is a
DNN-extension of the HOPairNet. In addition, we have also presented the relationships
among proposed methods, existing methods for feature-based link prediction, and for
index-based link prediction.

We have tackled the scalability issue of kernel methods in Chapter |4, We have presented
a random feature map, random kernel map, that approximates the itemset kernel as well
as some theoretical analyses on the proposed method. By using the proposed method,
machine learning users can apply the kernel machines using feature interactions to a
large-scale dataset. We have also shown how to efficiently compute the random kernel
feature map for the ANOVA kernel by using a signed circulant matrix projection technique.
Moreover, we have proposed the sparse random kernel map and the subsampled random
kernel map, which generate sparse random features and therefore can be applied to a
large-scale sparse dataset. These methods are faster and more memory efficient than the
canonical random kernel map and useful for a large-scale sparse dataset since they use a
sparse random feature matrix and can generate sparse random features. In addition, we
have extended our methods to the item-multiset kernel, which is a generalization of the
itemset kernel.

In future work, I plan to develop a method to make predictive models using feature
interactions more interpretable. To tell the truth, I have already developed a feature
interaction selection method of FMs that can improve the interpretability of FMs. For
more details, please see our preprint [3].
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