FLORIDA STATE UNIVERSITY

COLLEGE OF ARTS AND SCIENCES

NEURAL RULE ENSEMBLES:

ENCODING FEATURE INTERACTIONS INTO NEURAL NETWORKS

By

GITESH DAWER

A Dissertation submitted to the
Department of Mathematics
in partial fulfillment of the
requirements for the degree of
Doctor of Philosophy

2018

Copyright (© 2018 Gitesh Dawer. All Rights Reserved.



Gitesh Dawer defended this dissertation on June 20, 2018.
The members of the supervisory committee were:

Adrian Barbu

Professor Directing Thesis

Kyle Gallivan

Co-Professor Directing Thesis

Gordon Erlebacher

University Representative

Giray Okten

Committee Member

Mark Sussman

Committee Member

The Graduate School has verified and approved the above-named committee members, and certifies
that the dissertation has been approved in accordance with university requirements.

ii



Dedicated to my Parents & Brother

iii



ACKNOWLEDGMENTS

I would like to express my sincere appreciation and thanks to my advisor, Dr. Adrian Barbu, for
his endless patience, support and encouragement. I owe my knowledge of the field to him and feel
truly blessed to have experienced working under his guidance.

I am also grateful to my co-advisor, Dr. Kyle Gallivan and the committee member, Dr. Giray

Okten for their gracious cooperation and support throughout the study.

v



CONTENTS

List of Tables . . . . . . . . . e vii
List of Figures . . . . . . . o o e viii
List of Abbreviations . . . . . . . . . . e e ix
ADbStract . . . . . e e
1 Introduction 1
1.1 Problem Statement . . . . . . . . . . .. 1
1.1.1  Motivation . . . . . . . . . e e e e e e 2

1.2 Outline . . . . . . . e e 3

2 Relevant Ensemble of Trees 5
2.1 Introduction . . . . . . . . L e e e e e e 5
2.1.1 Related Work . . . . . . . . . e 7

2.2 Relevant Ensemble of Trees (RET) . . . . . . ... ... . . ... .. 8
2.2.1 Representation as Tree Ensemble . . . . . . ... ... ... .o 0oL, 9

2.22 Tralning . . . . . Lo e 9

2.2.3 Generating a pool of trees by GradientBoost . . . . . ... .. ... ... .. 10

2.2.4  Overview of the FSA algorithm . . . . . . ... ... ... .. ... ..... 12

2.2.5 Tree selection and leaf weight update by FSA . . . . . ... .. ... ... .. 13

2.2.6  FSA with Multiple Sparsity Levels . . . . . . . .. ... ... ... ...... 15

2.3 Experiments. . . . . . ... e 16
2.3.1 Simulation . . . . . . . e 16

2.3.2 Datasets . . . . . . e e e e 18

2.3.3 Loss Minimization Evaluation . . . . . . . . . . . .. ... ... .. ...... 19

2.3.4 Test Error Evaluation . . . . ... . ... ... ... ... ... .. ... 21

2.4 Conclusion . . . . . e e 22

3 Rule Selection with Annealing 24
3.1 Motivation . . . . . . L e e e e e e e e e e e 24
3.2 Relevant Ensemble of Rules . . . . . . . . . . . ... ... .. ... . 24
3.2.1 Rule Generation . . . . . . . . . . ... e e 26

3.2.2 Rule Scaling . . . . . .. 26

3.2.3 Rule Selection with FSA . . . . . . . . . ... 27

3.3 Margin Maximizing Rules . . . . . . .. ... o 28
3.4 Maximizing Cosine Similarity . . . . . . . . ... o 32
3.5 Limitation . . . . . . . . . e e e e 34



4 Neural Encoding of a Tree-Induced Rule

4.1 Initialization . . . . . . . . e e e e e e e e e e
4.2 Characteristics . . . . . . . . . e
4.2.1 Trainable Support . . . . . . ..
4.2.2 Restricted Gradients . . . . . . . . . ..
4.2.3 Compact Convex Support . . . . . . . . . . oo e
4.3 Deep Neural Rule. . . . . . . . . . . . e
4.4 Simulation . . . . . . . L L e e e e

5 Neural Rule Ensembles

5.1 Related Work . . . . . . . e e e e e e e e
5.2 Tralning . . . . . . . L e e
5.3 Empirical Results and Analysis . . . . . .. .. .. o
5.3.1 Datasets . . . . . . . e e e e e e
5.3.2 Statistical Tests. . . . . . . . . ..
5.3.3 Test Error Evaluation . . . ... .. ... .. ... ... ... . ... ... ..

6 Conclusion

References . . . . . .

Biographical Sketch . . . . . . . . oL

vi

35
36
37
37
38
38
39
40

42
42
43
44
44
44
46

50



2.1

2.2

2.3

2.4

2.5

5.1

5.2

5.3

LIST OF TABLES

Simulated Experiment on XOR, dataset, averaged over 100 runs. . . . . . . .. .. .. 17
Dataset summary. . . . . . . . ..o 18
RET/FSA parameter settings used in the experiments. . . . . . ... ... ... ... 18

Real data results, averaged over 20 runs. Standard deviations are shown in parentheses. 21
Average training times in minutes. . . . . . . . ... L. Lo 23

Comparison of the test error performance of NRE with Gradient Boosted trees (GB)
on binary classification tasks . . . . . . .. . L e 47

Comparison of the test error performance of NRE with Random Forests (RF) on
binary classification tasks . . . . . . ..o L 48

Comparison of the test error performance of NRE with Artificial Neural Networks
(ANN) on binary classification tasks . . . . . .. ... L. Lo oL 49

vii



2.1

2.2

2.3

24

2.5

3.1

3.2

4.1

4.2

4.3

4.4

LIST OF FIGURES

Diagram of the Relevant Ensemble of Trees algorithm. . . . . . ... ... .. ... .. 6

An instance of the XOR dataset (a) and the decision tree that was used to generate
the XOR data (b). . . . . . . . 17

Binary Classification Datasets: Comparison of loss minimization for selecting different
numbers of trees from pools generated using three different approaches and Gradeint-

Boost. . . . o e e e 19
Regression Datasets: Comparison of loss minimization for selecting different numbers

of trees from pools generated using three different approaches and GradeintBoost. . . 20
Distribution of the fraction of trees selected by FSA with tree depth. . . . . . . .. .. 20
An illustration to motivate the discussion for rule ensembles . . . . .. ... ... .. 25

Limitations of Relevant Ensemble of Rules in approximating linearly separable datasets 34

Mapping a Tree-induced Rule, with terminal label 2, into a Neural Rule . . . . . . .. 36
Mapping a Tree-induced Rule, with terminal label 2, into a Deep Neural Rule . . . . . 39
Neural Rule: Evolution of the trainable support of a single rule with time . . . . . . . 40
Deep Neural Rule: Evolution of the trainable support of a single rule with time . . . . 41

viii



LIST OF ABBREVIATIONS

Following is a short list of abbreviations used throughout this document.

RF: Random Forests

NRE: Neural Rule Ensembles

GB: Gradient Boosted Trees

XGB: Extreme Gradient Boosting
ANN: Artificial Neural Networks
RET: Relevant Ensemble of Trees

L1: Linear Model with L, penalty
FSA: Feature Selection with Annealing
RSA: Rule Selection with Annealing

EL: Linear Model with Elastic Net regularization

X



ABSTRACT

Artificial Neural Networks form the basis of very powerful learning methods. It has been observed
that a naive application of fully connected neural networks often leads to overfitting. In an attempt
to circumvent this issue, a prior knowledge pertaining to feature interactions can be encoded into
these networks. This defines a task-specific structure on an underlying representation and helps in
reducing the number of learnable parameters. Convolutional Neural Network is such an adaptation
of artificial neural networks for image datasets which exploits the spatial relationship among the
features and explicitly encodes the translational equivariance. Similarly, Recurrent Neural Networks
are designed to exploit the temporal relationship inherent in sequential data. However, for tabular
datasets, any prior structure on feature relationships is not apparent. In this work, we use decision
trees to capture such feature interactions for this kind of datasets and define a mapping to encode
extracted relationships into a neural network. This addresses the initialization related concerns of
fully connected neural networks and enables learning of compact representations compared to state
of the art tree-based approaches. Empirical evaluations and simulation studies show the superiority

of such an approach over fully connected neural networks and tree-based approaches.



CHAPTER 1

INTRODUCTION

Machine learning deals with the ability of computer systems to learn and perform important tasks
by generalizing from examples and thereby, circumventing the need for an explicit programming.
One of the formal definitions, as given in Mitchell [1997], defines it in a following way,

“A computer program is said to learn from experience E with respect to some class of tasks
T and performance measure P if its performance at tasks in T, as measured by P, improves with
experience F 7

Most of the problems in machine learning can be classified into one of these three categories:
Supervised, Unsupervised and Reinforcement learning. In this work, much of our focus would be
concentrated on the supervised learning tasks wherein an explicit supervision in the form of ground-
truth output is available for every training input. The goal underlying these tasks is to use those
supervisory examples to learn a function that maps inputs to their desired outputs and correctly
generalizes to new and unseen data.

This data driven approach to learning a function has three main components: Representation,
Optimization and an Objective function. Representation provides a formal language for the model
that the computer systems can handle and manipulate. Any such representation defines a space of
functions that can possibly be learned, usually referred to as the hypothesis space. An objective
function assesses and quantifies the performance of any representable function in the hypothesis
space. An optimization strategy enables traversing the hypothesis space in the search of a better

performing function.

1.1 Problem Statement

We are mainly interested in binary classification problems, where we are given training examples
{(xi,y;) € RP xR,i =1,..., N} and we need to find a hypothesis or prediction function f :RP — R
parameterized by a parameter vector 3, such that the sign of f(x;) agrees with y; as much as

possible. For example, for linear models, the prediction function is f(x) = 37x and 3 € RP.



The agreement between f(x) and y on the training examples is measured by a loss function.

N
= U(f(xi),m) +5(8)
=1

that should be minimized, where s(3) is a penalty such as the shrinkage s(3) = p||3||* which helps
with generalization.

The loss ¢(u,y) depends on the problem. For regression, it could be the square loss £(u,y) =
(u — y)2. For binary classification (when y € {—1,1}), it could be the logistic loss £(u,y) =
log(1 + exp(—uy)), the hinge loss ¢(u,y) = max(1 — uy,0), or other loss functions.

1.1.1 Motivation

Let us assume that all the examples come from the same distribution, that is,

yi = f(z5) + €

where the noise ¢; satisfies E(e;) = 0 and Var(e;) = o2

Let f be an estimate of f obtained upon minimizing the loss function on the training set.

f = argmin L(f,y)

Since the estimate depends on the choice of a training set, f is a random variable function. We
can quantify the mean squared error (MSE) on the test set by computing the following expectation

with respect to possible training sets.

Test MSE = E((y f(g;)))

2

The first term in the error o“ is related to the noise inherent in the data which is beyond our

control. The bias term explains underfitting, meaning that on an average, f does not have enough



capacity to capture the link f between the features x and the target y. The last term is closely
related to overfitting where the prediction f performs very well on examples in the training set but
doesn’t generalize very well to other examples and varies a lot with the choice of training set.

In the context of neural networks, we have a Universal Approximation Theorem [Hornik, 1991].
It states that a single hidden layer neural network with a linear output unit can, in principle,
approximate any continuous function arbitrarily well, given enough hidden units. This implies that
the error due to bias is unconcerning as long as there are sufficient number of hidden units. On the
other hand, it has been observed that, these shallow networks are highly susceptible to overfitting
and thus, exhibits high variance.

We attempt to tackle this recurring theme of overfitting by encoding prior knowledge into the
networks which would eliminate the need to discover that same knowledge during the training. We
believe that, in addition to having the regularizing effect, this would translate into the need for
comparatively less number of learnable parameters. Since we focus primarily on tabular datasets,

we will use decision trees to capture that prior information in the form of feature interactions.

1.2 Outline

The dissertation is organized in a following fashion.

In chapter 2, we present a method for obtaining compact tree ensembles based on loss minimiza-
tion that involves generating a large pool of trees followed by selecting a desired number of trees
while simultaneously updating their leaf weights using the FSA algorithm [Barbu et al., 2017]. We
provide a mathematical derivation for the group criterion employed in conjunction with FSA for
selecting relevant trees. In order to speed up the model selection process, we discuss a modification
in FSA algorithm that obtains a whole range of models corresponding to different sparsity levels
in just a single run.

In chapter 3, we motivate the need to work with rule based ensembles since selecting a tree as a
whole could still bring in redundant and irrelevant branches. We propose a natural generalization
of the FSA algorithm to tree-induced rules called Rule Selection with Annealing (RSA). We show
that the selection metric used in RSA, at any iteration, is proportional to the square of cosine
similarity of a rule with the gradient boosted direction up to that iteration and is a measure of the

square of total weighted margin of that rule.



In chapter 4, we overcome the inherent difficulty of tree-induced rules in approximating oblique
decision boundaries by mapping them into a new form of conjunctive rules called Neural Rules.
This neural transformation enables training of the activated region of a rule which, as a result,
allows for tighter representations of the prediction function. We study several characteristics and
the initialization related concerns underlying this proposed definition of a neural rule.

In chapter 5, we present a novel method for encoding feature interactions captured by a single
decision tree into neural networks called Neural Rule Ensembles (NRE). We discuss some training
aspects of the algorithm and perform empirical evaluations on 19 binary classification datasets
from Penn Machine Learning Benchmark (PMLB) [Olson et al., 2017]. To access the statistical
significance of the results, we use two statistical tests: Wilcoxon signed-ranks test and the sign
test and individually compare NRE with Random Forests (RF), Gradient Boosted Trees (GB) and
Artificial Neural Networks (ANN).



CHAPTER 2

RELEVANT ENSEMBLE OF TREES

Tree ensembles are flexible predictive models that can capture relevant variables and to some
extent their interactions in a compact and interpretable manner. Most algorithms for obtaining
tree ensembles are based on the versions of boosting or Random Forest. Previous work showed
that boosting algorithms exhibit a cyclic behavior of selecting the same tree again and again due to
the way the loss is optimized. At the same time, Random Forest is not based on loss optimization
and obtains a more complex and less interpretable model. In this chapter we present a novel
method for obtaining compact tree ensembles by growing a large pool of trees in parallel with many
independent boosting threads and then selecting a small subset and updating their leaf weights by
loss optimization. We allow for the trees in the initial pool to have different depths which further
helps with generalization. Experiments on real datasets show that the obtained model has usually

a smaller loss than boosting, which is also reflected in a lower misclassification error on the test set.

2.1 Introduction

In this work we are interested in finding parsimonious tree ensembles that minimize a loss
function constrained to contain a small number of trees (tree sparsity) of any depth in a prescribed
range. As the space of decision trees is combinatorially complex, we are limited to suboptimal
methods for loss minimization with tree sparsity constraints.

One such method is provided by boosting, which adds one tree at each iteration to minimize a
loss function in a greedy fashion. Different versions of boosting are aimed at minimizing different
loss functions, but Gradient Boost [Friedman, 2001] is a generic boosting algorithm that can be
used for any differentiable loss function.

However, boosting algorithms have shown some difficulties in loss minimization when many
boosting iterations are used. In such cases, a cyclic behavior has been observed [Rudin et al.,
2004] where the same or a very similar weak learner is selected again and again at later boosting

iterations.



One possible explanation for this behavior when the learners are decision trees comes from the
correlation between the newly introduced tree and the already existing ones, which is reflected in
the need to change their leaf weights for loss minimization. Since the leaf weights for the already
existing trees are not updated, the only way to change them is to add another similar tree that
makes up for the weight changes.

In this work, we propose to find the trees and update their leaf weights simultaneously. Instead
of using a forward-selection type of approach that is taken by boosting, where the “best” tree is
added conditional on the already selected trees, we will use a stepwise approach that obtains a
large pool of trees by boosting, then simultaneously selects a small number of them and updates
their weights using the recently introduced Feature Selection with Annealing (FSA) [Barbu et al.,
2017] algorithm.

Tree M

Gradien
Gradient |

‘ Gradient S /<>\

Boost Tree 1

:
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%)
&
>
x

Figure 2.1: Diagram of the Relevant Ensemble of Trees algorithm.

The contributions of the work are the following.

1. Tt presents a novel way to obtain compact tree ensembles by generating a larger pool by
GradientBoost and selecting a small number of trees by FSA, which also updates their leaf
weights by loss minimization. A Lo regularization term is added to the loss function for
improved generalization. This is in contrast to boosting where Lo regularization is hard to

use and is often expressed in terms of a learning rate.

2. It introduces a method to obtain more diverse trees in the initial pool by initializing many
GradientBoost threads with random vectors instead of a constant bias. Even though these
trees cannot be used as they are for prediction, they can be used after their leaf weights
have been updated by loss minimization. In addition, we prescribe different tree depths for
the different threads, since our proposed formulation can naturally handle trees of different
depths.



3. It also presents a modification of FSA that obtains a large number of models with different

sparsity levels in the same run, with minimal extra computation.
2.1.1 Related Work

Trees based ensembles are regarded as one of the best off-the-shelf procedures for both classi-
fication and regression tasks. Applied naively, such ensembles often require a large of number of
trees for modern big data sets. In addition, the complexity of each tree further increases with the
size of the dataset. This jeopardizes their usability in large scale practical problems where memory
is limited.

There has been a large amount of work on different versions of boosting, which can be used for
generating tree ensembles. Different versions of boosting minimize different loss functions, starting
from Adaboost [Freund and Schapire, 1997] for the exponential loss, Logitboost [Friedman et al.,
2000] for the logistic loss, and Gradientboost [Friedman, 2001] for any differentiable loss. Other
examples include Floatboost [Li and Zhang, 2004] and Robust Logitboost [Li, 2010].

To facilitate enhanced interpretability and overcome memory based limitations, the problem of
obtaining compact tree ensembles has received much attention in the recent years. An improved
interpretability was aimed in Friedman and Popescu [2008] by selecting optimal rule subsets from
tree-ensembles. The classical cost-complexity pruning of individual trees was extended in Geurts
[2000] to combined pruning of ensembles. The tree-ensemble based model was reformulated in Joly
et al. [2012] as a linear model in terms of node indicator functions and a L1-norm regularization
based approach (LASSO) was used to select a minimal subset of these indicator functions. All of
these works focused on the simultaneous pruning of individual trees and large ensembles.

Another line of work focuses on lossless compression of tree ensembles. In Painsky and Rosset
[2016] a probabilistic model was used for the tree ensemble and was combined with a clustering
algorithm to find a minimal set of models that provides a perfect reconstruction of the original
ensemble. Methods in Geurts [2000], Joly et al. [2012], Painsky and Rosset [2016] were developed
for ensembles based on bagging or Random Forests only and exploit the fact that each of the
individual trees is independent and identically distributed random entity for a given training data
set. However, our method uses several threads of randomly initialized boosted ensembles. And
it is well known that the trees generated with boosting are more diverse and much less complex

compared to trees from bagging or Random Forests based models.



Boosting was also used in Reyzin [2011] to first train an entire tree ensemble. For prediction on
a new example, the original tree ensemble was subsampled using a distribution induced by the tree
weights. Since sampling of hypotheses needs to be done for every test example, besides being slow,
one needs to store the entire original ensemble. The methods in Painsky and Rosset [2016] and
Reyzin [2011] aim only to provide an accurate description of the original trees using fewer models
while our goal is to even improve upon the prediction accuracy of the original ensemble.

Recently, there has been some work on updating the leaf weights of already trained trees.
The leaf weights of an already trained Random Forest [Breiman, 2001] have been updated using an
Artificial Prediction Market in Barbu and Lay [2012], which performs maximum likelihood learning
in some cases [Barbu and Lay, 2012]. However, the Artificial Prediction Market did not obtain a
compact tree ensemble by selecting a smaller set of trees, and was limited in the types of loss
functions that can be optimized.

In Ren et al. [2015] the leaf weights of an already trained Random Forest were updated to
minimize a loss similar to equation (2.1). The trees leaves are also pruned by merging adjacent
leaves according to a Lo significance criterion. This achieved a similar goal with our work in
obtaining diverse trees of different depths, however no effort was done to obtain a compact set of

trees that is smaller than the original set.

2.2 Relevant Ensemble of Trees (RET)

We will work on regression and binary classification problems, where we are given training
examples {(x;,y;) € R x R,i =1,..., N} and we need to find a prediction function fg: R? — R
parameterized by a parameter vector 3, such that fg(x;) agrees with y; as much as possible. For
example, for linear models, the prediction function is fg(x) = BTx and 3 € RP.

The agreement between fg(x) and y on the training examples is measured by a loss function.

N

L(B) = U fa(xi),y:) + s(B) (2.1)

i=1
that should be minimized, where s(3) is a penalty such as the shrinkage s(3) = p||3||* which helps

with generalization.



The loss ¢(u,y) depends on the problem. For regression, it could be the square loss ¢(u,y) =
(u — y)2. For binary classification (when y € {—1,1}), it could be the logistic loss £(u,y) =
log(1 + exp(—uy)), the hinge loss ¢(u,y) = max(1 — uy,0), or other loss functions.

2.2.1 Representation as Tree Ensemble

One needs a formal language to represent the prediction function fg(x) in a computer. The set
of all functions that could be obtained by the chosen prediction function representation is called

the hypothesis space. Our hypothesis space is the space of all tree ensembles, described below.

Decision tree representation. The basic building block of our representation is a decision
tree. A decision tree is a function T : RP — R associated with a tree representation that partitions
the input domain R? into a number of disjoint regions. Each region corresponds to a tree leaf and is
characterized by the unique sequence of decisions that were made at the tree nodes to reach that leaf
starting from the root. We will assume that each decision is based on one variable z;,j € {1, ..., p}
of the input vector x € R? and a threshold 7;, but this assumption is only related to the algorithm
we use for building the trees and can be easily relaxed to other algorithms.

Following Ren et al. [2015], we decompose the decision tree into a leaf weight vector B =
(B1,..., 5)T, B; € R and an index function ir(x) : R? — {0,1}!, which is a column vector of all
zeros except a single 1 at the index of the leaf reached by the observation x € RP. Here | = 2¢ is
the maximum number of leaf nodes of a tree of maximum depth d. Thus, we can write the decision
tree as a dot product T'(x) = BTir(x). We will overload the notation by calling a decision tree as

both the function 7'(x) : R? — R and its decomposition 7" = (3, ir(x)).

Tree ensembles. We will work with prediction functions that are the sum of a number of
decision trees k, which are represented by their leaf weight vectors B; and index functions i;(x).

Then, for a given feature vector x € RP, the prediction function has the form
k
Fx) =) Bli;(x).
j=1
Such models are usually called tree ensembles.

2.2.2 Training

We are interested in parsimonious tree ensembles that minimize the loss function (2.1) con-

strained to contain at most k trees (tree sparsity) of any depth in a prescribed set S. The parame-



ters k and S are problem specific and can be obtained by cross-validation or using an information
criterion such as AIC/BIC.

To select better trees and concurrently update their leaf weights to work best together, we will
generate a large number of trees M by boosting and then use the Feature Selection with Annealing
(FSA) algorithm [Barbu et al., 2017] to minimize the loss (2.1) constrained to be based on k trees,
as illustrated in Figure 2.1. This way in the end, we will have k trees selected and their leaf weights
optimized to minimize the loss function (2.1).

The steps of generating trees by boosting and then selecting them by FSA will be described in

the next three subsections.

2.2.3 Generating a pool of trees by GradientBoost

The initial pool of M trees will be constructed by GradientBoost. In our applications, M will
be usually on the order of M = 3000. We will explore three approaches to generating these M
trees:

e Single Chain Single Depth (SCSD) generation where the M trees of the same depth are

obtained in a single GradientBoost run with M boosting iterations.

e Multi Chain Single Depth (MCSD) generation where the M trees of the same depth are
obtained (in parallel) by m separate GradientBoost runs with different random initializations,

each run with M/m boosting iterations.

e Multi Chain Multi Depth (MCMD) generation where the M trees of | S| different possible
maximum depths are obtained (in parallel) by m separate GradientBoost runs with different

initializations, each run with M/m boosting iterations.

Conventionally, GradientBoost is initialized with a constant prediction function, obtained by min-

imizing the loss function in terms of this constant value, which is referred to as the bias.

Random initialization. Since we are primarily interested in the structure of decision trees,
in the multi chain approach we initialize the GradientBoost procedure with a random prediction
vector. This allows us to invoke several versions of GradientBoost with different random initializa-
tions, resulting into a richer and more diverse collection of trees related to the underlying problem.

Observe that the trees obtained from random initializations cannot be directly used for predic-

tion without modifying their leaf weights, since they were started from random values (predictions)

10



on the training examples, which make no sense on the test set. Through this random initialization
we are only interested in obtaining the structure or mathematically speaking, index function i(x)

for each tree since our algorithm will update the leaf weights by loss minimization.

Random prediction vector. It refers to a vector containing the initial score or bias for
every training instance. This base score corresponding to every training instance is independently
and identically sampled from N(0,1). This randomization is performed only once and from there
on, conventional GradientBoost is employed to obtain an ensemble of trees. Since bias is different
for different training examples, one does not know what value of base score to use on a new, unseen
test instance. As such, there is a need to establish a constant global bias for every example, which
further necessitates the modification of leaf weights for all the trees in an ensemble. Our proposed
algorithm “FSA on leaves” remedies all these issues while reducing tree redundancy and greediness
to some extent. We consider it to be a novel extension to FSA algorithm, which was primarily
developed for linear models.

Why use a randomized base score? Let us talk about the first boosting iteration only. For a
given loss function, the base score of a training instance completely determines the gradient and
Hessian entries corresponding to that instance. For example, using binomial deviance loss, positive
instances (true label of 1) with base scores In(1/9) (< 0) and In(9) (> 0) have negative gradients
as 0.9 and 0.1 respectively. For the first boosting iteration, in the case of a constant base score for
all the examples, all the positive instances have one and the same value for the gradient and such
is the case for all the negative instances. However, for a randomized base score, all the instances,
positive or negative, have different gradient and Hessian values. Tree construction at every iteration
depends only on the gradient and Hessian statistics. Instances with larger negative gradients have
higher contribution in selecting best splitting variable and the best split point for a node. Roughly
speaking, thus randomized base score establishes a ranking among the examples in the order of their
relevance towards tree building, unlike in constant base score where all the positive instances are
treated alike and so are all the negative instances. Different randomizations correspond to different
rankings of the training examples, which results in a different tree at the first iteration. Since
successive trees build on the previous trees, we expect the effects of randomization to percolate
further deep down the iteration process. The motivation behind all this is to diversify the pool of

trees as much as possible and have FSA on leaves pick up the best ones for the task. Observe

11



that this is different from the compressed Random Forest Joly et al. [2012] where all the trees are
independently generated. In contrast, our trees in each chain are dependent on each other because
they are obtained by boosting.

Besides being faster, we will see empirically in Section 2.3.3 that the multi chain tree generation

results in lower loss values and a more robust algorithm compared to the single chain tree generation.

Multiple depths. In the case of Multi Chain Multi Depth (MCMD), we generate trees of
different maximum depths given by the set .S, obtaining a tree ensemble where the trees have a large
range of depths. This is important because different features have different levels of interactions,
which can be best captured with the correct tree depth. A smaller tree depth might not be sufficient
for fitting the interaction properly, while a larger depth might be overfitting. Empirical evidences

in Section 2.3.3 validates the superiority of MCMD over the other tree generation approaches.

2.2.4 Overview of the FSA algorithm

We will use the Feature Selection with Annealing (FSA) algorithm [Barbu et al., 2017] to select
the most relevant trees and update their weights.

FSA is an algorithm for simultaneous feature selection and model learning on the selected
features, aimed at minimizing a differentiable loss function L(8) with constraints on the number k

of non-zero coeflicients:

B = argmin L(3) (2.2)
1Blo<k

The FSA algorithm proceeds in a backward elimination manner, starting with 8 = 0 and
alternating one stochastic gradient update step with a step that removes some variables according
to a deterministic schedule that specifies the number M, of variables that should be left after
iteration e. The FSA method is summarized in Algorithm 1.

The schedule M., e = 1, ..., N is quickly decreasing as

Nz'ter — %

M, =k+(p—k 0, 4 —=¢
+ (p — k) max( 2ejt Niter

) (2:3)

specified by a parameter p, where p is the dimension of the feature vectors x; € RP.
Because most of the variables are removed in the first few iterations, the algorithm becomes

increasingly fast after each iteration and can be hundreds of times faster than boosting when
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Algorithm 1 Feature Selection with Annealing (FSA)

Input: Normalized training set {(x;, ;) € R? x R},

Output: Trained model fg(x) = B7x with parameter vector 3.
1: Initialize 8 = 0.

2: for e = 1 to N*" do

3 Update 8« 8 —n25
4:  Keep only the M, variables corresponding to the highest |3;].
5

: end for

selecting thousands of variables. It is also thousands of times faster than the L1, SCAD and MCP
penalized methods [Donoho et al., 2006, Fan and Li, 2001, Zhang, 2010].

Besides being fast, another exciting fact about FSA is that it enjoys theoretical guarantees of
consistency and convergence [Barbu et al., 2017]. If the learning rate is sufficiently small and the

variable removal schedule is sufficiently slow, the FSA algorithm will find all the k* true variables

(k* < k) with high probability.
2.2.5 Tree selection and leaf weight update by FSA

In this section, we describe how to select a small number of trees k from the pool of M trees
generated as described in Section 2.2.3. Following the notation of Section 2.2.1, let these M trees
be (Bj,1;),j = 1, M, where (3; is the leaf weight vector and i;(x) is the index function of tree j.

We present two ways to select k trees from the M generated trees:

In FSA on trees, the M tree responses 7T}j(x) = ,Bfij(x) are used by FSA as an M-dimensional
feature vector to select k features, thus the k corresponding trees. If the sparse vector obtained by

FSA training is w = (wq, ..., wys) € RM| then the obtained prediction function is
M
T
fw(x) =) w;Blij(x)
j=1

which has only at most k non-zero coefficients w;, thus depends on at most k trees.

Observe that FSA on trees can only be used for single chain tree generation since it doesn’t
update the leaf weights and the multi chain tree generation obtains randomly initialized trees that
are not useful for prediction unless their leaf weights are updated.

In FSA on leaves, we modify the FSA algorithm to update the tree leaf weights and select

trees using a group criterion. For that, all the tree leaf weights are collected in a [ x M matrix
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B = (B1, B, ..., Bar) of parameters for the prediction function

M
=> 87i;(x)
j=1
where [ is the maximum number of leaf nodes of the trees from our pool.

In order to select relevant trees using FSA on leaves, we would need a group criterion to quantify
the performance of a tree. Let us now investigate one such possible metric. We use subscript ¢ to
denote the i*" training example, subscript k to refer to the k" leaf of a tree and the subscript j for
the j** tree. Let L(y, f) denote any differentiable loss function with y; € {—1,1} Vi, we define

2

L
e

Ji Ji=0

For any decision tree T'(x) : RP — R with a decomposition T" = (3,i(x)), the second order

0L
Qz—afi

Ji=0

approximation of the loss function is given as

N N
1 1
Ly, T) = L(y,0) + & > aT(xi) + SN > T (xi)
=1 =1

0 +1§: s +1§:h-62 (2.4)
N 2 960 TN 2 1Pk :

where the leaf weight vector B = (81, ..., 5;)T, B; € R. Since each training example falls into exactly

one leaf, we can simplify (2.4) to

l
L(y,T) =~ L(y,0) + %Z (,Bk St %55 3 hi> (2.5)

k=1 {it i(x;)=k} {it i(x;)=k}

L
Setting partial derivative —— 95, B =0 Vk to get the optimal leaf weight vector 3,
k
B = — Z{i: i(x;)=k} Ji
Z{i: i(x;)=Fk} hi

Substituting the optimal 3 into (2.5),
1 J
L(y,T) ~ ~ 5N > (Bk ‘Z m) (2.6)
k=1 {i: i(xs)=k}
Since for binary classification, the loss function L(y,f) can be expressed as a function of margin,

that is, L(yf), we have
2
L
o P
fi szO
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2L
R
YJ)i yifi=0

where ) is independent of the class membership of a training example. Let ng denote the number

of training examples indexing into k" leaf of a tree, this simplifies equation (2.6) to

1

k=1
A <=7
k=1
= L{y,0) — 2 B(#)

where E(.) is taken over the leaves of a tree. Since L(y,0) and X are same for all the trees, one can
employ E(3?) to evaluate the relevance of a tree.

A variant of the FSA algorithm is run to minimize the loss function L(B) from (2.1) with the
matrix B taking the place of 8. For that, the criterion for selecting the variables in step 4 of FSA
is changed to a group criterion E(3%) which ensures that only at most k column vectors B; will
be non-zero in the end. In case of a uniform distribution over leaves of a tree, the group criterion

for tree j reduces to , where [; is the number of leaves of tree j which seems intuitive since it

corrects for the bias towards selecting trees with more leaves.

2.2.6 FSA with Multiple Sparsity Levels

For computational efficiency, we modify the FSA algorithm to obtain parameters for multiple
sparsity levels by memorizing the obtained parameters at each iteration and performing a deep
copy of those parameters to optimize them in a separate routine when the sparsity level for any
respective model is reached. The details are given in Algorithm 2 below.

The annealing parameter p in the interval [10,20] works well in practice and FSA parameters
are chosen in accordance with it. The annealing schedule M, utilizes the smallest sparsity level k,
in its definition given in (2.3).

In this work we will use a modified version of this algorithm that has a matrix of leaf weights

for B and a group criterion for selection, as described in Section 2.2.5.
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Algorithm 2 FSA with multiple sparsity levels

Input: Normalized training examples {(x;, yi)}fil, learning rate 7, sparsity levels
{k1,....kq}, k1 > ka2 > ... > kg, number of iterations N annealing schedule M., e = 1, ..., N,

Output: Trained classifier parameter vectors 31, ..., B, with ||Billo = ki, i =1, ..., q.
1: Compute E = {ey, ...eq} with e; = max({e : M. > k;}).
2: Initialize 3 = 0.
3: for e = 1 to N do

4 Update B « B —n52”

5. Keep only the M, variables with highest |3;| and renumber them 1, ..., M.

6 if e € F then

7: for i € {1, ..., ¢} such that e; = e do

8 Set 3; =0

9: Keep only the k; variables j with highest |3;;| and renumber them 1, ..., ;.
10: Update B; + G; — 77%51) for N*€" times

11: end for

12:  end if

13: end for

2.3 Experiments

We will perform three types of experiments. Our first experiment would ascertain the effec-
tiveness of FSA in selecting relevant trees from a larger pool. The second set of experiments will
compare the loss minimization obtained by GradientBoost with the ones obtained using RET with
the three tree generation approaches, for the same model complexity. A smaller loss means a smaller
training error which for the same model complexity would in general reflect in a lower test error
unless the model overfits. The third set of experiments will compare the test error of the proposed
method with GradientBoost (GB), XGBoost (XGB) and some linear methods such as Ly penalized

logistic regression and Elastic Net on six real datasets.

2.3.1 Simulation

In this section, we use a classical example, the XOR data, to support our claim on the effective-
ness of RET in obtaining compact tree ensembles. Since XOR, a non-linearly separable dataset,

can perfectly be represented using a single decision tree of depth 2 as illustrated in Figure 2.2,
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right, we restrict the maximum tree depth to 2 for this experiment. Both the training and the test

set consist of 100 randomly sampled data points.
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Figure 2.2: An instance of the XOR dataset (a) and the decision tree that was used to generate
the XOR data (b).

The setup of the experiment is as follows:

e RET : We use Single Chain Single Depth (SCSD) pool generation approach as described in
2.2.3 to obtain an initial pool of M = 400 trees of depth 2. We then invoke F'SA on leaves as
detailed in 2.2.5 to select just one tree.

e GradientBoost : We run GradientBoost procedure for the least number of iterations re-

quired to achieve about the same Test AUC as one given by RET.

Table 2.1: Simulated Experiment on XOR dataset, averaged over 100 runs.

XOR dataset, N =100,p=2,d =2

Method # trees k. Train AUC Test AUC
GradientBoost 26 0.991 0.967
RET 1 0.985 0.968

In Table 2.1 are shown the area under an ROC curve for both training and the test sets, averaged

over 100 independent runs. It takes GradientBoost, on an average, about 26 trees to match the

17



generalization performance of a single tree given by RET. From Table 2.1, it is also apparent
that the tree picked up by RET closely resembles the actual tree representation that was used
for generating the XOR data. This provides an empirical justification in support of the proposed

Relevant Ensemble of Trees method using FSA for obtaining parsimonious tree ensembles.

Table 2.2: Dataset summary.

Dataset obs train/test features classes
gisette [Guyon et al., 2004] 6,000/1,000 5,000 2
miniboone 130,065 50 2
madelon [Guyon et al., 2004] 2,000/600 500 2
wilt 4,889 6 2
abalone 4,177 8 regression
online news 39,797 61 regression

Table 2.3: RET/FSA parameter settings used in the experiments.

i n NP Enae S(depth set)

10 1073 300 600 {2,.,7}
10 1073 300 600 {2,..,7}
10 107% 150 100 {9,..,14}
10 1073 150 100 {2,..,7}
10 107° 150 100 {2,..,7}
10 107 150 100 {2,..,7}

2.3.2 Datasets

The experiments will be performed on six public datasets from the UCI machine learning
repository [Lichman, 2013], of which 2 have been part of the 2003 Feature Selection Challenge
[Guyon et al., 2004]. Since the FS challenge submission website is down, for the FS challenge
datasets we have used the validation sets as test sets. The datasets are summarized in Table 2.3.

From the datasets, we have removed any observations that had missing data.
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Figure 2.3: Binary Classification Datasets: Comparison of loss minimization for selecting different
numbers of trees from pools generated using three different approaches and GradeintBoost.

2.3.3 Loss Minimization Evaluation
In this section, we will compare the loss minimization capabilities of the RET with Gradient-

Boost in selecting the same number of trees. We will use pools of trees generated as follows:

e Single Chain Single Depth (SCSD) pool generation: We use 3000 boosting iterations
to obtain M'=3000 trees of one single depth, which is obtained using the parameter tuning
method described in detail in Section 2.3.4.

e Multi Chain Single Depth (MCSD) pool generation: We use 100 boosting iterations for
each of the 30 chains to obtain M=3000 trees of the same depth as SCSD.
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Figure 2.4: Regression Datasets: Comparison of loss minimization for selecting different numbers
of trees from pools generated using three different approaches and GradeintBoost.
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Figure 2.5: Distribution of the fraction of trees selected by FSA with tree depth.

e Multi Chain Multi Depth (MCMD) pool generation: There are 30 chains, 5 chains
for each depth in the depth set S, and 100 boosting iterations in each chain, for a total of
M=3000 trees.
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Other relevant parameters are given in Table 2.3. For a fair comparison, the Lo regularization
parameter for RET was set to p = 0.

The loss functions on the six datasets for the Gradient Boost and RET with the three pool
generation methods (SCSD, MCSD, MCMD) are shown in Figure 2.4. We see that the RET with
the three pool generation methods generally overfit less than GradientBoost. Indeed, for all the six
datasets, given a fixed number of trees, the RET methods usually have a lower test loss compared
to GradientBoost resulting in a more compact or relevant ensemble of trees. Among different pool
generation approaches, MCMD dominates on all but one (madelon) datasets as evidenced by test

loss curves in Figure 2.4, making it a natural choice for the desired task.
Table 2.4: Real data results, averaged over 20 runs. Standard deviations are shown in parentheses.

Classification datasets, test errors in %.

Dataset FSA L1 EL GB RF XGB RET

gisette  2.00 (0.14)  3.80 (0.00)  3.77 (0.05)  4.78 (0.56)  3.11 (0.23)  3.88 (0.39)  1.95 (0.19)
madelon 50.00 (0.00) 49.58 (0.43) 49.37 (1.70)  23.3 (0.84)  28.5 (2.15) 21.9 (1.13)  17.6 (1.42)
miniboonel2.22 (1.23)  9.84 (0.16)  9.83 (0.19)  6.70 (0.13)  6.29 (0.08)  6.37 (0.06)  5.64 (0.25)
wilt 37.4 (0.00)  37.4 (0.00)  37.4 (0.00) 26.09 (5.60) 22.06 (0.32) 18.79 (1.60) 17.14 (0.95)

Regression datasets, test RZ in %.

abalone  49.79 (2.98) 50.26 (3.10) 50.27 (3.12) 50.14 (5.28) 57.29 (4.28) 51.98 (4.83)  57.73(4.49)
news 11.94 (0.68) 10.61 (3.80)  9.49 (5.17) 15.24 (0.24) 15.26 (1.44) 14.43 (0.84) 16.94 (0.80)

Histograms. For Multi Chain Multi Depth (MCMD) tree generation, the initial pool contains
equal number of trees from each chain and equal number of trees for each depth. FSA is adept
at automatically selecting trees corresponding to different tree depths using the group criterion
specified in Section 2.2.5. Figure 2.5 shows the proportion of trees selected by FSA from every
depth type for six real datasets.

We see that most of the tree depths are used in most datasets and that the distribution of tree

depths differs from dataset to dataset.
2.3.4 Test Error Evaluation

In this section, we compare RET with GradientBoost (GB), XGBoost (XGB), Random Forest
(RF), some generalized linear models with the L; [Bunea et al., 2007, Donoho et al., 2006, Knight
and Fu, 2000, Zhao and Yu, 2007] and Elastic Net [Zou and Hastie, 2005] penalties, as well as linear
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FSA to see if we really need tree-based models. For a more accurate comparison, we will use the
logistic loss £(u,y) = log(1 + exp(—uy)) for linear FSA and RET.
Parameter tuning. The parameters for the methods being evaluated have been obtained by

five-fold cross-validation on the training set as follows:

1. For each parameter combination, the cross-validated loss was computed as the average of the

validation loss over the five cross-validation folds of the training set.

2. The parameter combination corresponding to the smallest cross-validated loss was selected
and the final model was obtained for that parameter combination by training on the entire

training set. This model was then used to obtain the predictions on the test set.

The parameters involved in parameter tuning are the following:

e The number of selected trees k € [1, kpmaz| for RET, Random Forest (RF) and for Gradient-
Boost/XGBoost (as k boosting iterations). We used 50 sparsity levels k& on an exponential

grid between 1 and k;,qz-

e The tree depth d for GradientBoost. It has the range d € {2,...,7} for most datasets and
de{9,...,14} for madelon.

e The shrinkage parameter p for FSA, Elastic Net and RET, p € {1071,1072,...,1074,107°}

Other parameters for FSA and RET were fixed to values given in Table 2.3. The test errors for
the datasets without a test set are obtained using a random 80 — 20 train-test split. All results are
shown as averages over 20 independent runs.

In Table 2.4 are shown the test errors using the parameter tuning described above. We see that
RET obtains the lowest test errors on all of the four binary classification tasks and the highest test
R? on both regression datasets.

One downside of RET is that it has higher training times as shown in Table 2.5, which can
partly be improved upon exploiting the parallelization of MCMD pool generation process. The
FSA model building for the different parameter combinations on the different cross-validation folds

can also be easily parallelized.

2.4 Conclusion

This chapter presents a novel method for obtaining a compact tree ensemble based on loss

minimization that involves generating a large pool of trees followed by selecting a desired number
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Table 2.5: Average training times in minutes.

Dataset FSA L1 EL GB XGB RET
gisette 16.7 42 257 112 16.9 535
madelon 6.4 1.7 83 3.7 0.6 225
miniboone 4.6 101 439 248 107 857
wilt 002 029 14 067 0.69 6.1
abalone 0.07 0.09 0.45 0.13 0.09 7.2

online news 16.2 46 208 23 0.42 85

of trees while updating their leaf weights using the FSA algorithm. The initial pool of trees is
obtained by Boosting, thus it is more compact and relevant than the trees obtained by Random
Forest, leading to a more parsimonious tree ensemble. Experiments on six UCI datasets indicate
that the proposed approach usually obtains a smaller test loss for the same model complexity than
GradientBoost and smaller test errors on large datasets.

One of the novel ideas of this work is to generate the initial pool of trees using many parallel
GradientBoost (GB) threads having random initializations and different tree depths. This approach
obtains more diverse trees than a single GB thread or even compared to many GB threads trained
on bootstrap samples. The leaf weights of these trees cannot be used for prediction and had to be
retrained by loss minimization using the FSA algorithm. The usage of Lo regularization in RET
makes it more robust to overfitting compared to GradientBoost.

Another contribution is the modification in FSA algorithm that obtains a whole range of models
corresponding to different sparsity levels in just a single run. The obtained sets of weights have the
property that each contains the next one, thus forming a chain relative to the inclusion relation.

This is an FSA equivalent to using warm restarts in the Elastic Net.
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CHAPTER 3

RULE SELECTION WITH ANNEALING

3.1 Motivation

In the last chapter, we proposed a new method for creating an ensemble of trees. One of the
primary goals in the design of that approach was to reduce model redundancy and achieve model
compactness by selecting only a subset of relevant trees from a larger pool. The relevance metric
or the group criterion used to rank trees in the order of their relevance, involved all the branches of
a tree. However, we realize that some of the branches of a tree could be completely redundant or
irrelevant. A branch with a strong predictive power is defined as a redundant one if it can be safely
removed without harming the generalization performance of the ensemble in any way. Similarly,
an irrelevant branch is defined as one with either nil or poor predictive performance and whose
presence could, if only, deteriorate the overall performance of an ensemble. We present such an
observation through the following illustration.

Figure 3.1 (a) shows the distribution of positive (red) and negative (blue) labels in the feature
space for a synthetic dataset and Figure 3.1 (b) and (c) represent response functions of two decision
trees used to model this classification task. The branches labeled as 4 and 8 in Figure 3.1 (e) have
absolutely zero discriminative power and are therefore irrelevant. On the other hand, despite
having strong predictive ability and being pure, the branches with label 2 and 6 can be safely
removed without hurting the generalization performance at all and are therefore redundant. We
note that out of a combined total of eight branches, four are sufficient enough to correctly classify
all the examples as is depicted in figure 3.1 (d) and one can safely get rid of the remaining four.
This motivates us to take a plunge into the rule-based ensembles to achieve even more compact

representations.

3.2 Relevant Ensemble of Rules

A conjunctive rule is a logical statement of the following form:

IF conditions THEN walue ELSE 0
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Figure 3.1: An illustration to motivate the discussion for rule ensembles

where the wvalue is either positive or negative depending on the class label and the conditions
are a logical conjunction of many simple boolean tests. In other words, all such simple boolean
expressions must evaluate to true in order to activate a rule. For an input x with real-valued

continuous attributes (z1,x2, ..., Zy) , one can express the rule in the following mathematical form:

n

r(x) = cHI(:cj € s5) (3.1)

=1
where I(-) is an indicator function, c is a non-zero activation value and s; is a subset of all possible

values for an attribute z;.
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3.2.1 Rule Generation

A decision tree can be regarded as a collection of conjunctive rules where each path from the
root to a terminal node defines one such rule. Specifically, a regression tree with m terminal nodes

can be represented as

T(x) =) ri(x) (3.2)

k=1

Non-zero values of r;(x) correspond to a hyper-rectangle in the input feature space. Each of these
m hyper-rectangles are non-overlapping and collectively, define a m partitioning of the feature
space.

In cases where all the features involved in a decision tree-induced rule are continuous variables,
the rule in (3.1) can be reduced to a much simpler form. Let xp be a set of features involved in a
rule r(x), one can now rewrite the expression for a conjunctive rule in (3.1) as follows.

r(x)=c H H(wjz; + a;) (3.3)
z; € xR

where H(-) is a Heaviside step function with H(0) = 0, ¢ is the value at an associated terminal
node, w;j is either +1 or —1 and a; is the split threshold for feature x; if w; = —1, and is the
negative of split threshold otherwise.

In order to create an initial pool consisting of large number of rules, we first invoke existing fast
algorithms such as Random Forests and Gradient Boosted Trees to generate tree ensembles . In
the subsequent step, each of the tree thus produced is decomposed into a set of conjunctive rules

as prescribed above.

3.2.2 Rule Scaling

Let m denote the total number of rules present in the initial pool. The predictive model is then
given by
m
F(x) =wo + > werg(x)
k=1

The goal here is to train weights wy’s using loss optimization which is reminiscent of a linear classifier
using r(x)’s as fixed input features. For an efficient training, LeCun et al. [1998] recommends
transforming the input features in order to bring all of them on the same scale. Additionally, observe

that, if we replace ry(x) <+ a r,(x) and wy, <> Zwy, the product wyry(x) remains unchanged. In
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order to fix the scale of r(x) and thereby wy, we replace ri(x) <> T{;Sﬁ) There is still an ambiguity

in the sign of ri(x) which however is not concerning since the sign of wy, adjusts itself accordingly.
Since input features are binary variables, we do not perform mean centering so as to preserve the

inherent sparseness structure. The updated prediction model now looks as follows.

k(%)
k
X) = wo + Zwk H
k=1

3.2.3 Rule Selection with FSA

We will use the Feature Selection with Annealing (FSA) algorithm proposed in Barbu et al.
[2017] to simultaneously select the most relevant rules r;(x) and update the corresponding weights
wy, of (3.4). The algorithm aims at minimizing a differentiable loss function L(w) with constraints
on the number p of non-zero coeflicients:

N

w = argminz (yl,wo + Zwk i (X ) (3.5)

[wlo<p ;7 ||rk:||
It proceeds in a backward elimination manner, starting with w = 0 and alternates one epoch
of stochastic gradient update with a step that removes some rules according to a deterministic

schedule which specifies the number M; of rules that should be left after iteration ¢. The method

is summarized in Algorithm 3.

Algorithm 3 Rule Selection with FSA

Input: Normalized training set {( {T’“ i) }Z;l,yi) eR™ x R}Y,

il
Output: Trained model f(x) with parameter vector w.

1: Initialize w = 0.

2: for t = 1 to N**" do

3:  Update w <~ w —n VL(w)

4:  Keep only the M; rules corresponding to the highest |wy].
5

: end for

The schedule M;,t =1, ..., N*¢" is quickly decreasing as

Niter —_9¢

Mt :p+ (m —p) maX(O, W

)7

specified by a parameter u, where m is the dimension of the feature vectors {ler ’|(|) }k L€
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3.3 Margin Maximizing Rules

In order to perform either an implicit or explicit selection of rules, we would need a metric to
quantify their importance which can then be used to rank them in the order of their relevance. One
such metric that can be employed is the hinge loss, also referred to as the maximum margin loss,
where rules with the lower values of the loss function will have higher relevance. Mathematically,

the expression for this loss function is given as

1 ty) = S (010 2) 00

where y; € {—1,+1} Vi. The quantity yﬂ’;fi), known as the margin or confidence in the
prediction, is positive for the correct prediction and is negative in case of the wrong one. Notice
that, in the absence of rule scaling ||rg| as motivated in Section 3.2.2, the scale of ri(x) could
artificially be chosen to make the confidence y rp(x) arbitrarily large which in that case would
render the definition of margin useless.

Let ng be the number of training examples that activate the rule ri where n,": of them belongs

to the positive class and the remaining n, comes from the negative class. Using (3.3), the euclidean

norm of the rule can thus be computed as

Irelly = lelv/n

For any training input x, the activation value of a rule r(x) is either 0 or ¢. Consequently, the

normalized value is either 0 or given by

re(x) ¢ 1

ekl el v/

which implies that the margin is unconditionally bounded from above by 1 or more precisely,

L1y oy
vk
0< l—yrk(x) <9
ekl



This allows us to simplify the expression for the hinge loss given in (3.6) to

N
T\ k()
13 o) = 2 (1 U] )

N

Tk:(Xi)
=N-—) v
2 ]
ri(Xi)
- N — :
) Z ey
{irk () 0}

Since both r;(x) and —rg(x) are potentially valid rules, the quantifying metric becomes

argmin[<y, j:rk> = argmax mj (3.7)
K | k

where

. 'Tk(xi)
=D B (38)
{#:r1(x4)#0}

This means that the rules can simply be sorted in the decreasing order of scores mi to obtain a
ranking in the order of their relevance. In other words, higher value of m% corresponds to higher

relevance. Let us further simply the expression given in (3.8) to

¢ (ny —ny)

mp = —
ld v
+ )2
my = ) (3.9)
ng

We now consider two special cases to facilitate a quick and simple discussion of the metric, mi

. CaseI:n::n;
A rule r; whose support set contains an equal number of positive and negative training
examples has zero predictive power by itself. And, the above definition of the measure mi
is successfully able to encode this expectation by assigning the least possible value to such a

rule, that is, mi = 0.

e Case II : Either nj =0 orn; =0
When all the training examples that activates a rule belong to either the positive class or the
negative class, we categorize such a rule as being the pure one. For pure rules, the metric
m% is equal to ny and is therefore class agnostic. In other words, if a pure negative rule and
a pure positive rule each has the equal number of activated training examples then they will

be assigned the same measure of the metric mz, which is in accordance with the expectation.
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Additionally, m% = ny implies that the pure rules with more number of activated training
examples will have higher value of m% and therefore more relevance as one would expect owing

to their higher discriminative power.

The proposed definition of the metric m? (3.9) however has two main limitations. Foremost,
it quantifies the performance of each rule when used independently. Some of the rules which
might appear to have little predictive power by themselves, could however be quite relevant when
employed in conjunction with the other rules. And, the second one is that the measure involves
equal contribution of each training example. However, some of the examples could be much harder
to train compared to the other ones. These issues motivate us to modify the metric by incorporating
the weighted contribution of training examples in the definition and using larger weights for harder
examples.

We use subscript i to denote the i*" training example, subscript k to refer to the k™ rule and

tth

the superscript ¢ for the iteration.

Lemma 3.3.1. The metric w,% used in Rule Selection with FSA Algorithm 3 measures the square

of total weighted margin of the rule ry, that is,

k(i)

wy, = | Z Biyi Iex] (3.10)
{irg(xi)#0}

where f3; is the weight of an i training example.

Proof. Let f(x) be the prediction model as defined in equation (3.4) and L(y, f) be any loss function

employed in the optimization procedure for determining wy’s. Let us define,

oL
of f=r

We know that, for a positive training example, the loss function L decreases as f increases. Similarly,

9i = (3.11)

for a negative training example, the loss function L increases as f increases. That is,

yi=+1 = <0 = ¢ >0

|
Of 1=,

oL
yi=—1 = — >0 = ¢; <0
f ly=f,
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which implies that,
sign(y;) = sign(g;) Vi (3.12)
Additionally, for a convex loss function in f, we have
2
which implies that the magnitude of g; decreases as the margin, y f; or confidence in the prediction

of i*" training example increases because of the following inequality

This suggests that the magnitude of g; could be used to quantify the hardness of i*" training
example. Since g; is changing at every iteration, one can use the moving average to define 3! after

t iterations as follows:

t
1 .
Bi =7 Z 97|
j=1

t
1 .
sy 3.13)
j=1
Combining equations (3.12) and (3.13), we get
1
By 13 4] 14
j=1
Let us now investigate the update rule for the parameters of prediction model f(x).
wg =0
oL
wy, = wz_l P —

B nawk
N
) . .

= Owk Of |p_pi

Using equations (3.4), (3.11) and (3.14) to simplify,
t t—1 rr(Xi) 4
SRR DR

{arn (xi)#0}

=7 Z (%) Zgg

{irk (%) #0}

T‘k(Xi>
=nt Y Bl
finomyey Tl
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Since n t is independent of ¢, we can absorb it into the definition of 3; to write

T (Xi)
wh, = Z Bly; ™ |Z| (3.15)
{i:rg (xi)#0}
which is equal to total weighted margin of the rule 7 at ¥ iteration. O

At each iteration, Rule Selection with FSA procedure keeps only M; rules corresponding to the
highest squared value of total weighted margin at that iteration and drops the remaining ones.
Since both r; and —rj are valid contenders given that there is an ambiguity in the sign of r; as
mentioned in Section 3.2.2, we use w,% instead of wy, to rank rules. Upon dropping some of the rules,
it is probable that some of the training examples might become harder. The algorithm accounts for
this change in the complexity by updating the weights 5’s of training examples after every iteration

and thereby, making w,%, a dynamic and an adaptive metric for evaluating rules r;’s.

3.4 Maximizing Cosine Similarity

In this section, we present a new interpretation of the metric w,z in the context of gradient
boosting machine. We use subscript i to denote the i** training example, subscript k to refer to

the k' rule and the superscript ¢ for the t** iteration.

Lemma 3.4.1. The metric w,%, at any iteration t, is proportional to the square of cosine similarity

of a rule r, with the gradient boosted direction G' up to that iteration, that is,

‘. t<Gt,I'k>

wy, =« W (3.16)

t

where o' is a proportionality constant independent of k.

Proof. Let f(x) be the prediction model as defined in equation (3.4) and L(y, f) be any loss function
employed in the optimization procedure. In gradient boosting, the goal is to minimize L(y, f) with
respect to f, where the parameters involved are the values of prediction function f(x;) at each of

the N training examples x;, collectively denoted by f, that is,

f={f(x1), f(x2), f(x3),..., f(xn)}T
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and the optimization problem is given by

G = argmin L(f) (3.17)
f

The gradient boosting solves (3.17) iteratively by taking a step in the steepest descent direction

g € RY defined in the space of functions, starting with an initial guess G = 0,
Gi=Gi"l4g¢g (3.18)

where the i*" component of the vector g is given as

oL

t
g, = ——
b Of

Simplifying equation (3.18),
t t
6= S = S
j=1 j=1

Taking dot product with ” ” on both sides,

< G',

Hr H Z
jrk(xz)
S

ooy el

_ Z rkxzzi

fimemoy RIS

Next, using equations (3.14) and (3.15),

Tk ri(X;)
e =0 2L Bl
{irk(x4)#0}

=1t w

< G,

Dividing both sides by HGt , we obtain

ot NG < Gorg >
T G
t <Gt,rk>

|G [l

=«

t
where the proportionality constant of = H is independent of k. ]
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Under this interpretation, G' represents a gradient boosted direction in the functional space
after ¢ iterations. At each iteration, rules are evaluated and ranked based on the magnitude of

cosine of their angle with that optimal direction.

3.5 Limitation

Conventional decision tree uses only one feature per node for recursive binary partitioning which
corresponds to the fact that all the slices or partitions in the feature space are now either perpen-
dicular or (inclusive) parallel to the feature axes. Since Relevant Ensemble of Rules procedure does
not modify the decision nodes of the rules generated by these trees, it inherits their limitations as
well. In other words, such models will have difficulties in approximating oblique decision boundaries
in the feature space.

Let us consider a linearly separable dataset as shown in figure 3.2 (a) where the decision bound-
ary is inclined at an angle of 45° with either of the feature axis. Owing to the aforementioned
rigidity, it can be seen from figures 3.2 (b) and (c) that the only way to improve performance is to
keep adding more rules to the ensemble. The inability to evolve shapes of the rules seems highly
restrictive and challenges the goal of achieving compact representations. Hence, we would not want
to restrict the activated region of a rule 7(x) to just a hyper-rectangle. This motivates the definition

of a neural rule with a trainable support.

]

(a) Linearly Separable Dataset (b) Ensemble containing 5 Rules (c) Ensemble containing 20 Rules

Figure 3.2: Limitations of Relevant Ensemble of Rules in approximating linearly separable datasets
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CHAPTER 4

NEURAL ENCODING OF A TREE-INDUCED
RULE

In this chapter, we introduce a new form of the conjunctive rules called Neural Rules. In order to
see how a decision tree based rule inspires the design of a neural rule, let us revisit the expression
of a conjunctive rule specifically for a decision tree based rule given in (3.3).
r(x) =c H H(w;z; + a;)
z;€Xp

where xp is a set of features involved in a rule r(x), H(+) is a Heaviside step function with H(0) = 0,
c is the value at an associated terminal node, w; is either +1 or —1 and a; is the split threshold
for feature x; if w; = —1, and is the negative of split threshold otherwise.

Rules extracted from a decision tree involve only one feature for every node. In a neural
rule, we modify (3.3) to now connect each node of a given rule with all the features used in the
corresponding decision tree. Let x7 be a vector of all features used in the decision tree T'(x) without
repetitions. With this modification, we can now have oblique decision boundaries in the feature

subspace spanned by x7. The updated expression of the rule looks as follows.

r(x)=c J[ HwW!xr+a)) (4.1)
{jizjexr}

Next, we observe that a Heaviside step function with H(0) = 0 is invariant to the ReLU trans-
formation of an input. We also note that the product of several Heaviside step functions can be
represented using a single Heaviside step function and the minimum pooling operation. With ReLU
denoted using o(z) = max(0,x), the above identities can be expressed mathematically as shown

below.

H(z) = H(o(x)) (4.2)

[[H ) = H(min z) (4.3)
k
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Using these identities, the rule in (4.1) becomes,
r(x)=c H H(J(WJTXT +aj)) =c-H( min U(WJTXT +aj)) (4.4)
5 {jrz;€xR}
{j:zjexR}
Since the derivative of a step function is zero, the gradients of all the learnable parameters will
stay zero unless some modification is made. In order to be able to jointly train all the weights and

splitting thresholds of all the nodes in a rule, we switch the Heaviside step function in equation

(4.4) with an identity function. This gives us the neural rule in its final form as

—c- i T , 4.5
r(x) =c {j:glg;R}a(wJ X7 + a;) (4.5)

4.1 Initialization

(a) A Decision Tree (b) A Neural Rule

Figure 4.1: Mapping a Tree-induced Rule, with terminal label 2, into a Neural Rule

We now discuss an initialization of a neural rule corresponding to any given rule obtained from
a decision tree. First, we make a list of all the features involved in that tree. All those features

along with a bias unit form the input layer of a neural rule. The number of hidden units in the
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first hidden layer of a neural rule equals the number of decision nodes of a tree-induced rule, with
one-to-one correspondence between them. The connection weight between the input feature and
the hidden unit is 0 if the corresponding decision node of that hidden unit does not involve the
feature under consideration. It is —1 if the corresponding decision node utilizes that feature and
traverses its left child along the rule path and is +1 otherwise.

The magnitude of bias for every hidden unit is given by the absolute value of splitting threshold
utilized in the corresponding decision node. The sign of bias for a hidden unit is positive if the
corresponding decision node traverses its left child along the rule path. Otherwise it is negative.

We use figure 4.1 to illustrate one such mapping. Figure 4.1 (a) shows an arbitrary decision tree
with four rules. Figure 4.1 (b) shows a neural rule corresponding to the rule with terminal label
2 (red colored branch) of the decision tree. All the bold lines in a neural rule represents trainable
parameters with their initial values displayed alongside in figure 4.1 (b). Red bold lines in a neural
rule carry non-zero initial weights and have their counterparts in the decision tree whereas black

bold lines represents new connections with zero initialization.

4.2 Characteristics

4.2.1 Trainable Support

Each w/xr +a = 0 in the equation (4.5) represents a hyperplane in the feature subspace with
the corresponding upper half space given by o(w?x7 + a) > 0. Application of min operation
evaluates the intersection of these upper half spaces and thus, defines an activated region of a rule.

TXT + a)

For an input x that lies on the upper half space of the plane given by w’x7 +a = 0, o(w
is proportional to the shortest euclidean distance of the input to that hyperplane. This quantifies
the margin or level of confidence in the prediction and farther the input lies from the hyperplane
in its upper half space, the more confident it becomes in its prediction of that input. During
training using backpropagation, the hyperplane is rotated, shifted and scaled in order to maximize
the expected margin of the inputs. Because of the min pooling operation, each input contributes
in updating the parameters of only that hyperplane which predicts the least margin for it at that

training step among all the hyperplanes involved in a rule . The rationale here is to maximize the

margin of an input only from the least confident hyperplane.
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4.2.2 Restricted Gradients

For an input x that does not belong to the activated region of a rule, min W]TXT + a; would
J

be less than or equal to zero which implies zero gradients of all the trainable parameters as the

derivative of ReLU activation for negative inputs is zero. This suggests that only the training

examples lying inside the activated region are responsible for modifying the shape of this region.

In order to maximize their margins, activated examples try to push or pull the rule boundaries

depending on the sign of their class membership and the sign of weight, c. If both of these signs

agree then the corresponding training examples push the rule boundary outwards which expand the

region and as a result, brings in more training examples. Otherwise, if the signs do not match then

those contradictory examples pull in the rule boundary to get themselves out of it and thereby,

shrink the region.

4.2.3 Compact Convex Support

Let C' denote the support of a neural rule given by equation (4.5) and defined as {x : r(x) # 0}.

We show that C' is a compactly supported convex set.

Proposition 1. For any x, z € C, the convex combination of x and z

fx+ (1—-0)ze C
where 0 € R with 0 <0 <1
Proof. Given any x € C, we have from equation (4.5),
r(x)#0 < wix+a; >0Vj
On multiplying both sides by 6 > 0, we get
WJTHX +6a; >0 Vj
Similarly, we have for any z € C,
r(z) #0 < wjz+a; >0 Vj
Multiplying both sides with (1 — ) > 0,

w(1—0)z+ (1—0)a; >0 Vj
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Adding equations (4.6) and (4.7), we obtain
WJT(OX +(1—-0)z)+a; >0 Vj

which implies

r(x+(1-60)z) #0 < O6x+(1—-0)zeC

4.3 Deep Neural Rule

In Section 4.2.3, we observed that the support of a proposed neural rule is a convex set. In order
to allow for the rules to assume complicated non-convex shapes in the feature space, we extend the
definition of a neural rule by stacking a new hidden layer with the same number of hidden units as
the previous one. We refer to such a modification of neural rule as deep neural rule. Since we need

to preserve the support of a tree-induced rule while mapping it into a corresponding deep neural

(a) A Decision Tree (b) A Deep Neural Rule

Figure 4.2: Mapping a Tree-induced Rule, with terminal label 2, into a Deep Neural Rule
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rule, we use an identity transformation for initializing the parameters of this new hidden layer as

depicted in Figure 4.2.

4.4 Simulation

In this section, we perform a simulation to illustrate the ability of a neural rule to evolve and
expand its activated region. We consider a rotated XOR, dataset for this experiment which is a
non-linearly separable dataset since there does not exist any single hyperplane that can separate
the positive training examples (shown in blue) from the negative ones (shown in red). Additionally,
since we have rotated the XOR dataset by 45°, tree-based approaches such as Gradient boosted trees
and Rule Selection with FSA would have hard time approximating the oblique decision boundaries
as noted in §3.5 and would require a large number of trees and/or rules.

Figure 4.3 (a) shows a single neural rule just after its initialization from a corresponding tree-
induced rule. Figure 4.3 (b) shows an intermediary state after training for 150 iterations. It can be
seen that the rule evolves its activated region to include more examples of the same type into its
support. After training for a long time, the neural rule settles into an equilibrium state consisting

of only positive examples as shown in Figure 4.3 (c).

(a) Initialization (b) After 150 Iterations (c) After 3000 Iterations

Figure 4.3: Neural Rule: Evolution of the trainable support of a single rule with time

It is evident from Figure 4.3 (c) that there are still many positive training examples (shown in
blue dots) which do not belong to the support of a neural rule. In order to include them, a neural
rule would have to assume a non-convex shape which is not possible as shown in Proposition 1.

This limitation has motivated its extension to a deep neural rule. Figure 4.4 shows the evolution
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of the activated region in case of a deep neural rule which can now acquire non-convex shape and

hence, encompasses all the positive training examples into its support as shown in Figure 4.4 (c).

(a) Initialization (b) After 150 Iterations (c¢) After 3000 Iterations

Figure 4.4: Deep Neural Rule: Evolution of the trainable support of a single rule with time
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CHAPTER 5

NEURAL RULE ENSEMBLES

5.1 Related Work

Tree based ensemble methods have emerged as being one of the most powerful learning methods
[Friedman, 2001, Breiman, 2001] owing to the simplicity and transparency of trees, combined with
an ability to explain complex data sets.

Predictive models based on rules have gained momentum in the recent years. One of the simplest
rule based approach was proposed in Quinlan [1993] where a single decision tree is decomposed into
a set of rules. Each such rule is pruned by removing nodes that improved its estimated accuracy.
This is followed by sorting pruned rules in the ascending order of their accuracy. Prediction at any
new example is obtained using a single activated rule highest in that sorted list. RuleFit [Friedman
and Popescu, 2008] is another popular rule based predictive model. It involves generating a large
pool of rules using existing fast tree invoking procedures. The coefficients of these rules are fit
through a regularized regression. Akdemir et al. [2013] replaces the hard rules in RuleFit with soft
rules using a logistic transformation. Dembczyniski et al. [2008] employs gradient boosting using
rule as a base classifier and rules are added iteratively to an ensemble by greedily minimizing the
negative log-likelihood function. The major concern in all of these approaches is that the activated
region of rules is fixed and does not allow for any training. Since the support is aligned along the
feature axes, a large number of rules would be required to approximate oblique decision boundaries
and therefore, would result in a loose representation of the prediction function.

Another line of work focuses on restructuring decision tree into multi-layered neural networks
with sparse connections and less restrictions on the inclination of decision boundaries. One such
mapping was explored in the works of Sethi [1990, 1991] which was later used by Welbl [2014] for
every tree in a random forest. The mapping in Sethi [1990] replaces Heaviside unit step function
with hyperbolic tangent activation which is known to suffer from vanishing gradients problem. Also,
it is not apparent how to choose the contrastive hyperparameters of hyperbolic tangent activation

which heavily dictate the initialization and the magnitude of gradients.
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Some works along the intersection of decision trees and neural networks replace every decision
node with a neural network. One such study was explored by Kontschieder et al. [2015], who
learns differentiable split functions to guide inputs through a tree. The conditional networks from
loannou et al. [2016] also use trainable routing functions to perform conditional transformations
on the inputs which enables them to transfer computational efficiency benefits of decision trees
into the domain of convolutional networks. This appears like an ensembling of neural networks but

structured in a hierarchical fashion.

5.2 Training

Conventional procedures for generating decision tress on binary classification tasks employ either
gini index or cross entropy measure. We use a new splitting criterion for invoking a decision tree
based on margin maximizing rules discussed in §3.3. Let n denote the number of examples. We use
subscript [ to refer to the left child, r for the right child and p for the parent node. Additionally,
superscripts + and — refer to positive and negative examples, respectively.

Assuming binary partitioning of a decision node, each split defines two simple rules r;(x) and
rr(x). Using the maximum margin metric for a rule given in (3.9), the node splitting criterion can
be written as follows
(f —np P (mf —np)? (g —ny)?

+ T _ p p (51)
ny Ny nyp

I =

We decompose a single decision tree into a set of conjunctive rules to obtain a pool of diverse
feature interactions. Each of these rules is used to initialize their neural counterparts using mapping
discussed in §4.1. Such an ensemble of neural rules, collectively referred to as Neural Rule Ensembles
(NRE) is essentially a 2-layered artificial neural network with min pooling operation and thus, a
universal approximator [Hornik, 1991]. However, in the proposed approach, feature interactions
extracted from a decision tree are explicitly encoded into the network through its initialization.
One of the characteristics of such an initialization is that the activations of any two pooled hidden
units are orthogonal to each other.

After initializing the network, all the parameters are trained using Backpropagation algorithm
[Rumelhart et al., 1988]. We use Adam optimization method [Kingma and Ba, 2014] with learning

rate a = 0.01 to calculate the weight updates.
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Algorithm 4 Neural Rule Ensembles (NRE): Training

Preprocess the training data {(x;,v;)}2,: Mean Centering and Unit Standard Deviation
Build a decision tree using splitting criterion given in (5.1)

Decompose the resulting tree into a set of conjunctive rules

Map each tree-induced rule into a corresponding neural rule

Initialize each neural rule as detailed in section §4.1

Train an ensemble of neural rules simultaneously using Backpropagation algorithm

5.3 Empirical Results and Analysis
5.3.1 Datasets

In order to compare the performance of proposed algorithm with state of the art approaches, we
perform empirical evaluation on simulated and multiple real datasets which ensures a wide variety
of different targets in terms of their dependence on the input features.

For simulation, we use a highly non-linear and multivariate artificial dataset, MADELON,
featured in NIPS 2003 feature selection challenge. It is a generalization of classic XOR dataset
to five dimensions. Each vertex of a five dimensional hypercube contains a cluster of data points
randomly labeled as +1 or —1. The five dimensions constitute 5 informative features and 15 linear
combinations of those features were added to form a set of 20 redundant but informative features.
Additionally, a number of distractor features with no predictive power were added and the order
of the features were randomized.

For benchmarking on real datasets, we will use Penn Machine Learning Benchmark (PMLB)
[Olson et al., 2017] which includes datasets from a wide range of sources such as UCI ML repository
[Dheeru and Karra Taniskidou, 2017], Kaggle, KEEL [Alcala-Fdez et al., 2011] and meta-learning
benchmark [Reif, 2012]. Since we are limitiing our focus on binary classification tasks, we only
consider datasets having two classes. Additionally, we remove all the datasets with fewer than 2000

training examples. This leaves us with a total of 19 datasets to base our investigation upon.

5.3.2 Statistical Tests

We use the statistical framework for hypothesis testing to investigate whether Neural Rule
Ensembles (NRE) is significantly better or not compared to state of the art classifiers, namely

Random Forests (RF), Gradient boosted trees (GB) and Artificial Neural Networks (ANN). A
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hypothesis test is a decision between two complementary hypotheses, null hypothesis Hy and the
alternate hypothesis Hi. We are trying to reject the null hypothesis that there is no difference in
the classification performance of algorithms, that is, both of them perform equally well. We use

the following statistical tests designed to compare two classifiers on multiple data sets.

Wilcoxon Signed-Ranks Test. In Wilcoxon signed-ranks test [Wilcoxon, 1945], we sort
data sets by the magnitude of absolute difference in the performance scores of two classifiers. This
is followed by assigning ranks from the lowest to the highest absolute difference. In case of ties,
average ranks are assigned. Finally, a test statistic is formed based on the ranks of positive and
the negative differences.

Let d; be the difference between the performance scores of two classifiers on i*" data set. Let
R™ be the sum of ranks for the data sets on which NRE outperforms the other classifier, and R~
the sum of ranks on data sets where NRE gets defeated. Ranks corresponding to zero difference
are split evenly between R™ and R™; if there is an odd number of them, one is ignored. The test

statistic, 1" is given by

T =min(RT,R") (5.2)

where

1 1

+_ , , - _ A A

R = g rank(d;) + 3 g rank(d;) R~ = g rank(d;) + 3 E rank(d;) (5.3)
d;>0 d;=0 d; <0 d;=0

For a two-tailed test with o = 0.05 significance level, the critical value of the test statistic
corresponding to n = 19 data sets is 46. In other words, if T is less than or equal to 46, NRE
can be considered significantly better than the other classifier with p < 0.05 and we can reject the

null-hypothesis in favor of alternate one.

Sign Test: Wins, Losses & Ties Counts. Sign test [Salzberg, 1997, Sheskin, 2007] is
much weaker than the Wilcoxon signed-ranks test and will not reject the null-hypothesis unless
one algorithm almost always outperforms the other. In sign test, we compare the generalization
performance of classifiers by counting the number of data sets on which a classifier outperforms

others.
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Under the assumption that null-hypothesis is correct, that is, both classifiers perform equally
well, one would expect each one of them to win on approximately N/2 out of N data sets. This
tell us that the number of wins is distributed according to the binomial distribution.

For 19 datasets, the critical number of wins needed to reject the null-hypothesis for a two-tailed
sign test at a = 0.05 significance is 14. This implies that NRE can be considered significantly
better than the other classifier with p < 0.05 if it is the overall winner on 14 out of 19 datasets.
Since null-hypothesis is true for ties, instead of throwing them, we distribute them evenly between

the two classifiers. And, we ignore one of the ties if there is an odd number of them.

5.3.3 Test Error Evaluation

In this section, we compare NRE with GradientBoost (GB), Random Forest (RF) and Artificial
Neural Networks (ANN) on 19 datasets. The test errors for the datasets without a test set are
obtained using five-fold cross-validation.

For each classifier, the operating settings and the tuned hyperparameters are the following;:

e Random Forests: The number of trees used in the forest are tuned from the set k£ €
{32,64,128,256,512}.

o Gradient Boosted Trees: We use 100 boosting iterations with the maximum tree depth d
selected from the range d € {2,4,6,8,10}.

e Artificial Neural Networks: Fully connected networks with a single hidden layer (since
NRE contains one hidden layer) and rectified linear activation. The number of hidden units
h € {64,128,256,512,1024} selected for optimal performance.

e Neural Rule Ensembles: Maximum depth of the tree used for initializing the network
searched over the set d € {2,4,6,8,10}.

The hyperparameters for the methods being evaluated have been obtained by internal five-fold
cross-validation on the training set. We use the scikit-learn implementation for evaluating the

existing algorithms.

NRE vs Gradient Boosted Trees. From Table 5.1, it can be seen that NRE wins on
8 data sets, GB wins on 6 data sets and there are 5 ties. Ignoring one tie and splitting the
remaining ones evenly, we find that NRE is better on 10 out of 19 datasets. Since the critical

number of wins needed under sign test is 14, we fail to reject the null-hypothesis. Similarly,
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we fail to reject the null-hypothesis under Wilcoxon signed-ranks test because the test statistic
T = min(R*, R™) = min(109, 81) = 81 is greater than 46. This implies that we don’t have enough
statistical evidence to establish that NRE outperforms GB. However, we realize that NRE initialized
from a single tree gives a tough competition to 100 boosted trees and thus, is a more compactly

represented model.

NRE vs Random Forests. We find from Table 5.2 that NRE outperforms RF on almost all
the data sets except for the ring data set and the 5 tied matches. Splitting the ties evenly, NRE is
better on 15 out of 19 data sets which is greater than the critical number of wins needed, that is 14,
under the sign test. We can therefore reject the null hypothesis. For Wilcoxon-signed ranks test,

the statistic T = min(R", R~) = min(176.5,13.5) = 13.5 is less than the critical value 46 which

GB NRE | difference rank
wilt  18.60 10.40 8.20 19.0
madelon 14.50 10.30 4.20 18.0
adult 12.91 14.22 -1.31 17.0
phoneme 9.25 8.14 1.11 16.0
dis 0.71 1.77 -1.06 15.0
titanic  27.49  26.89 0.60 14.0
churn 3.60 4.13 -0.53 13.0
banana 9.31 8.93 0.38 12.0
ring  3.15 3.51 -0.36 11.0
spambase  4.34 4.63 -0.29 10.0
kr-vs-kp 0.42 0.20 0.22 9.0
chess 0.21 0.42 -0.21 7.5
c0il2000 6.04 5.83 021 75
twonorm 2.34 2.25 0.09 6.0
clean2 0.00 0.00 0.00 3.0
hypothyroid 1.47 1.47 0.00 3.0
agaricus-lepiota 0.00 0.00 0.00 3.0
magic  11.67 11.67 0.00 3.0
mushroom 0.00 0.00 0.00 3.0
# wins 6 8
# ties ) )

Table 5.1: Comparison of the test error performance of NRE with Gradient Boosted trees (GB) on
binary classification tasks
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allows us to reject the null hypothesis as well. This implies that NRE is significantly better than
Random Forests and given that it utilizes only one tree compared to a maximum of 500 trees in

RF, it is more efficient too.

NRE vs Artificial Neural Networks. It is evident from Table 5.3 that NRE outperforms
ANN on 12 data sets, loses on 2 sets and there are 5 ties. NRE passes the sign test since it is better
on 14 data sets (splitting the ties evenly) which matches the critical number of wins needed. Since,
the test statistic for the Wilcoxon signed-rank test 7= min(R™, R™) = min(155.5,34.5) = 34.5 is
less than the critical value 46, we reject the null-hypothesis in favor of alternate one. Both of the

statistical tests agree that NRE is significantly better than the Artificial Neural Networks.

RF NRE | difference rank
madelon 26.40 10.30 16.10 19.0
wilt 21.60 10.40 11.20 18.0
coil2000  7.06 5.83 1.23 17.0
phoneme  9.00 8.14 0.86 16.0
banana  9.56 8.93 0.63 15.0
titanic 27.49 26.89 0.60 14.0
spambase  4.92  4.63 0.29 13.0
twonorm  2.52 2.25 0.27 12.0
adult 14.47 14.22 0.25 11.0
kr-vs-kp  0.42 0.20 0.22 10.0
magic 11.88 11.67 0.21 9.0
hypothyroid  1.68 1.47 0.21 8.0
chess  0.62 0.42 0.20 7.0
ring  3.33 3.51 -0.18 6.0
agaricus-lepiota  0.00 0.00 0.00 3.0
mushroom  0.00 0.00 0.00 3.0
dis 1.77 1.77 0.00 3.0
clean2  0.00 0.00 0.00 3.0
churn  4.13 4.13 0.00 3.0

# wins 1 13

# ties 5 )

Table 5.2: Comparison of the test error performance of NRE with Random Forests (RF) on binary
classification tasks
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ANN  NRE | difference rank
madelon 45.50 10.30 35.20 19.0
phoneme 14.18 8.14 6.04 18.0
wilt 14.20 10.40 3.80 17.0
churn  6.27 4.13 2.14 16.0
coil2000 7.46  5.83 1.63 15.0
spambase  3.47 4.63 -1.16  14.0
ring 2.52 3.51 -0.99 13.0
magic 12.44 11.67 0.77 12.0
adult 14.79 14.22 0.57 11.0
hypothyroid  1.89 1.47 0.42 9.5
kr-vs-kp  0.62  0.20 0.42 9.5
banana  9.31  8.93 0.38 8.0
twonorm  2.43 2.25 0.18 7.0
dis 194 1.77 0.17 6.0
agaricus-lepiota  0.00 0.00 0.00 3.0
mushroom  0.00 0.00 0.00 3.0
clean2  0.00 0.00 0.00 3.0
chess  0.42 0.42 0.00 3.0
titanic 26.89  26.89 0.00 3.0

# wins 2 12

7 ties 5 )

Table 5.3: Comparison of the test error performance of NRE with Artificial Neural Networks (ANN)
on binary classification tasks
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CHAPTER 6

CONCLUSION

In this work, we presented a novel method for encoding feature interactions captured by a decision
tree into neural networks called Neural Rule Ensembles (NRE). This was achieved by defining a
neural transformation of a tree-induced rule using ReLLU units and the min pooling operation as
detailed in section §4. Such a mapping addressed the initialization related concerns of fully con-
nected neural networks and enabled learning of compact representations compared to conventional
tree-based approaches.

Empirical evaluations on 19 binary classification datasets from Penn Machine Learning Bench-
mark (PMLB) [Olson et al., 2017] were performed to compare the generalization performance of
Neural Rule Ensembles (NRE) with state of the art approaches such as Random Forests (RF),
Gradient Boosted Trees (GB) and Artificial Neural Networks (ANN). We used two statistical tests,
Wilcoxon signed-ranks test and the sign test, to access the statistical significance of these results.
Both of these statistical tests found NRE to be significantly better than Random Forests and the
Artificial Neural Networks with p < 0.05. When NRE was compared to Gradient Boosted Trees,
we could not find enough statistical evidence to reject the null hypothesis stating that both of them
perform equally well. However, NRE was more efficient since it utilized only one tree.

Another contribution of this work was to develop a method for obtaining compact tree ensembles
based on loss minimization that involves generating a large pool of trees followed by selecting a
desired number of trees while simultaneously updating their leaf weights using the FSA algorithm
[Barbu et al., 2017]. We provided a mathematical derivation for the group criterion employed in
conjunction with FSA for selecting relevant trees. In order to sped up the model selection process,
we discussed a modification in FSA algorithm that obtains a whole range of models corresponding
to different sparsity levels in just a single run.

We also provided a natural generalization of the FSA algorithm to tree-induced rules called Rule

Selection with Annealing (RSA). We showed that the selection criterion used in RSA measures the
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square of total weighted margin of a rule and at any iteration, is proportional to the square of

cosine similarity of that rule with the gradient boosted direction up to that iteration.
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