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Abstract

Energy-Based Models (EBMs) are a family of unsupervised machine learning models that
associate each point in the input space with an energy value in which low energy indicates
a high likelihood. Specifically, an EBM can be viewed as an unnormalized probabilistic
model, which upon normalization, gives rise to the probability density function of data.
The main difficulty in learning EBMs lies in the computation of the normalization constant,
or the partition function, a task known to be intractable in general. Several approaches
have been proposed to avoid or overcome this difficulty, including Maximum Likelihood
Estimation (MLE) with Markov chain Monte Carlo (MCMC), Score Matching (SM), Noise
Contrastive Estimation (NCE), and so on.

This thesis studies the learning of EBMs using NCE. Briefly, in NCE, the EBM learning
problem is converted to learning a binary classifier, which aims to distinguish the real data
from fake data drawn from a noise distribution. This process allows the learning of the
energy function in the EBM to bypass a direct estimation of the partition function and
a certain theoretical guarantee is available under some assumptions in some asymptotic
limit.

Despite the nice theoretical properties of NCE, in this work, we show that learning
EBMs using NCE entails significant practical limitations. Specifically, there appears a
tension between the quality of the learned model and the computational efficiency, due to
which we must sacrifice one to achieve the other. We establish these limitations via em-
pirical studies as well as a theoretical analysis based on a simple “Gaussian data learning
problem”. Our analysis inspires a revised NCE scheme, Adaptive Noise Contrastive Esti-
mation (ANCE), to overcome these limitations. Empirically, we show that ANCE achieves
a better quality-efficiency trade-off than the standard NCE in some regimes.
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Chapter 1

Introduction

Energy-Based Models (EBM) are a family of unsupervised machine learning models that
associate each point in the input space with an energy scalar where low energy suggests
a high likelihood. Among various EBMs, Noise-Contrastive Estimation (NCE) is consid-
ered an efficient approach, aiming to learn the energy of data through binary classification
involving noise data. However, there appear to be inadequate observations regarding the
difficulty in the efficiency of NCE. This research aims to investigate the obstacles to learning
EBMs using NCE and provide a revised framework, Adaptive Noise Contrastive Estima-
tion (ANCE), that overcomes these limitations. This chapter will introduce the study
by first discussing the research background, followed by the research motivation, research
objectives, summary of contributions and chapter organizations.

1.1 Background

Neural networks and deep learning have made significant achievements and have been ap-
plied successfully in numerous fields [19] [41]. Most of the successes in deep learning lie
in the area of supervised learning, while there is still significant room for improvement in
unsupervised learning. Unsupervised learning is known as a machine learning task where
training data are modelled without any information of labels or classes. Common unsuper-
vised learning model includes Variational Autoencoder (VAE) [31], Generative Adversarial
Network (GAN) [16], Normalizing Flow (NF) [61], Energy-based Model (EBM) [42] and
so on. VAE is an architecture that consists of an encoder mapping the input data to
latent space and a decoder reconstructing data from latent space, which are trained to
minimize the loss function, which consists of a reconstruction term and a regularisation



term. [31] [32]. GAN is an adversarial network which consists of a generator mapping
latent space to input space and a discriminator mapping input space to a scalar, which is
trained alternatively to contest each other [16]. Both VAE and GAN can achieve state-
of-art results in multiple scenarios as a generative model [60] [73] [66] [2] [81], however,
both methods are designed as implicit model, where the likelihood of data cannot be eval-
uated. NF is a model where both generating and likelihood evaluation can be achieved
simultaneously, because NF transforms a simple probability distribution into a complex
one that can express the input space through a series of invertible and differentiable map-
pings [35] [61]. However, the disadvantages of NF include the failure on out-of-distribution
detection [34] [83], expensive computing of the determinant of the Jacobian [36] and so on.

Except for the approaches above, EBM is another unified framework in unsupervised
machine learning tasks which associates each data with an energy scalar where low energy
suggests a high likelihood [59]. Applied in many machine learning problems [58| [24], EBM
is often regarded as an unnormalized probabilistic model, similar to a density estimation
model which is core and fundamental in unsupervised learning. Essentially, given any set of
real-world observations, it can be assumed that the observations are some random samples
from an underlying probability density function. Therefore, estimating the likelihood or
energy from the observations becomes a "master" problem to other sub-problems. Good
energy function can have various applications, such as evaluating the generating quality,
providing a reward function in reinforcement learning [68] [23], and providing training
signals for other deep learning tasks.

Different from many traditional density estimation approaches, EBM is an unnormal-
ized probabilistic model that is difficult to learn because of the existence of normalization
constant or partition function, whose evaluation is known to be intractable in high dimen-
sional tasks. Many pieces of research from different angles are dedicated to overcoming or
avoiding the calculation of partition function. For instance, one of the classical solutions
to estimate the partition function in probabilistic graphical models is the message passing-
based technique, such as belief propagation [1]. Other modern works manage to solve
the problem by sampling or constructing variational bound to estimate the target, such
as Maximum Likelihood Estimation (MLE) based methods [14] and variational bound of
Kullback—Leibler Divergence (KLD) [56]. In addition to these mature methods, recent re-
searches including Score Matching (SM) |70] and Noise Contrastive Estimation (NCE) [21],
to some degree, avoid the direct calculation of partition, which also successfully solve the
problem. Most of these methods can be unified under the framework of EBM and have
connections to each other. For example, under certain conditions, MLE and NCE can be

asymptotically equivalent [63|; SM can also be proved to have a similar objective function
with NCE [21].



Among all the methods, NCE has been considered a highly efficient approach [21] [13]
compared to other unnormalized methods. NCE has been widely applied in many different
scenarios, including natural language process, speech recognition and so on [51] [50] [7] [79]
[25] [78] [69]. Despite the elegant statistical consistency of NCE, the training of NCE may
still encounter some obstacles. For example, it is widely believed that the noise should be
chosen close to the data distribution, and it is reported that NCE is sensitive to the choice
of noise distribution in natural language processing tasks [40] [47]. However, these problems
of training NCE have not been adequately investigated either empirically or analytically.

1.2 Research Motivation and Objectives

This research is motivated by the curiosity to develop a deeper understanding of the training
behaviour of NCE.

The objectives of this thesis include:

e Provide a comprehensive theoretical survey for modern EBMs and compare other
methods with NCE.

e Investigate and summarize the training problems in NCE.
e Provide a revised version of NCE to overcome the problems.

e Evaluate the performance of revised NCE.

1.3 Summary of Contributions

In this thesis, we first gave a comprehensive introduction to modern EBMs. Specifically, we
focus on the learning of EBMs using NCE. We specify and analyze three perspectives where
learning obstacles exist and the trade-off between statistical and computational efficiency
in NCE. According to the analysis results, we give several suggestions on the training
of NCE. Finally, we propose a revised version of NCE, ANCE, which achieves a better
quality-efficiency than the standard NCE.



1.4 Thesis Organization

The rest of this thesis will be arranged as follows:
Chapter 2 will introduce the mathematical preliminaries necessary for this study.

In Chapter 3, we will discuss the detailed background related to EBMs. A compre-
hensive survey on modern EBM approaches, including Maximum Likelihood Estimation
(MLE) with Markov chain Monte Carlo (MCMC), Score Matching (SM), Noise Contrastive
Estimation (NCE) and the connections between them will be given.

In Chapter 4, we will focus on EBM using NCE and discuss the training obstacles in
NCE. There exists a trade-off between the quality of the learned model and the compu-
tational efficiency. We establish these obstacles through empirical studies by simplifying
the model as a "Gaussian data learning problem," with which we suggest the criteria for
training a good NCE model.

In Chapter 5, according to the analysis in Chapter 4, a revised NCE scheme, ANCE,
is provided to overcome the limitations.

In Chapter 6, we show that ANCE achieves a better quality-efficiency trade-off than
the standard NCE in some regimes through empirical studies.

In Chapter 7, we conclude the thesis with a discussion and present several possible
directions for future works.



Chapter 2

Mathematical Preliminaries

2.1 Kullback—Leibler Divergence

2.1.1 Definition of KL Divergence

KL Divergence (KLD) is a measure of how a probability distribution is different from
another [38]. Suppose there are two probabilities, P and @), which are defined on the same
probability space X. The KLD between P and @ or KLD from @ to P (suggesting its
asymmetry) is defined as following:

in the case of discrete probability distributions P and @, where p(z), ¢(z) are probability
mass functions of P and @ [29],

D1 (P||Q) = ;p log( ;) (2.1)

in the case of continuous probability distributions P and @), where p(z), ¢(x) are probability
density functions of P and (),

—+00

Dis(PIQ) = [

—00

o2 o3

KLD is non-negative. Dy (P||Q) > 0 always holds for any distributions P and Q.
Dir(Pl|@Q) = 0 if and only if P = Q. It needs to be specified that the KL divergence

5



is not a metric measure because it is asymmetric. Dk (P|Q) # Dgr(Q||P) as long as
P(z) # Q(x). In addition, KL divergence does not always follow triangular inequality.
That is, for any distributions P, @ and R, Dk (P||Q) < Dgr(P||R) + Dgr(R||Q) does
not always hold. Therefore, to some extent, KLD reflects the “distance” between two
distributions; it is not a metric measure.

2.1.2 Dual Representation of KL Divergence

For high dimensional data, whose distribution underlying the data is unknown, it is not
easy to calculate the KLD directly. A common technique is to transform the KLD to a
variational bound which can be optimized by a family of the parameterized functions [64].
Donsker-Varadhan Representation is one of the variational bounds.

Theorem 2.1 (Donsker-Varadhan Representation). [3/ The KL divergence admits the
following dual representation:

Dii(P||Q) = sup E,op[T(z)] — logEpgle’ @], (2.3)

T:X—R

where the supremum is taken over all functions T such that the two expectations are finite.

Proof. To prove the Donsker-Varadhan Representation, one can first construct a Gibbs
eT'(x)

distribution S which is related to function 7. The pdf of S is defined by s(z) = W—Tq((f))]cu.

Then s(x) can be substituted into function E,.p[log ZE;;]

(2) T @ g(z)
S\T Ex~ [eT(T>]
E,.p[log —=%] = E,p[log =2~
plog gyl = Berllos =y~
o1(2) (2.4)
=E,. pllog —————
pllog ExNQ[eT($)]]

= Epop[T] = log Bpngle” ™).
We set:

A= DKL(PHQ) — EmNP[T] — IOgEwa[eT(m)]. (25)
Then eq.(2.4) can be plugged into eq.(2.5):



A = Dg(P||Q) — E;pllog ﬂ]

q()
I N )
= B8 ) = Bomrllon )

= E,pllog % — log @] (2.6)

q(z)
_ o p(x)
= ]E;ENP[I g—s<x)]

= Dg(P]|S)
>0,

where Dk (P|S) > 0 always exists and the equality holds when and only when P(z) =
S(z), according to the Gibbs’ inequality. Therefore, we can have:

A = Dir(P[|Q) = Epup[T] —log E,qle” (2)]

>0, (2.7)
which is equivalent to following inequality:
Di1(P||Q) = Eup(T] — log Esngle” ()], (2.8)

el(x)g(z)
E;nqle? (z))de
p()

p(z), from which it can be derived as T'(z) = log @ T 6 where ¢ is the log of partition
function. O

for any function 7. The equality is satisfied when and only when s(x) =

An obvious result one can obtain from Donsker-Varadhan representation is a tight lower
bound for KL divergence,

Dii(PQ) > sup Euop[T(x)] = log Epegle”™), (2.9)
T:X—R

where the equality is satisfied when and only when 7T is optimal.

Therefore, it is possible to approximate KL divergence through a variational method,
by maximizing E,p[T(z)] — log E,q[e?®] when updating function T'(z), where T(x) can
be expressed as a form of deep neural network.



2.2 Jensen—Shannon Divergence

Jensen—Shannon Divergence (JSD) is also a measure of similarity of two distributions [53].
It is defined based on KLD:

Dys(PIQ) = 3 Dxr(PIM) + 5 Dica (@I M), (210)

where M = (P + Q). JSD strictly satisfies the three conditions of a distance:

1. Non-negativity: D;s(P|Q) > 0;
2. Symmetry: D;s(P||Q) = D;s(Q|P);
3. Triangular Inequality: D;5(P||Q) < Djs(P||S) + Dss(Q||S).

Therefore JSD is a strictly defined metric measure.

2.3 Mutual Information

2.3.1 Definition of Mutual Information

Mutual Information (MI) is a concept in probability theory, and information theory [75].
Mutual information is a measure of mutual dependence between two random variables. It
is a quantity indicating "how much information" is obtained about one random variable
by observing the other random variable [75]. Intuitively, the value of MI shows how much
information one can know from one random variable about another [54].

Suppose there are two random variables, X and Y, whose joint distribution is Py (x,y),
then the formal definition of MI of two random variables X and Y, is defined as follows:

In the case of discrete probability distributions P the probability mass function is p(z),
pxy(z,y)

I1(X;Y) = E E pxy(x,y 10g<—>; 2.11

% Y) S5 (#9) px(@)py (y) 240

in the case of continuous probability distributions P, the probability density function is
p(x),



I(X;Y) //pr Y log( p)zy)( g(/)))dxdy. (2.12)

2.3.2 Some Properties of Mutual Information
2.3.2.1 Dual Form of Mutual Information

Mutual information can also be rewritten by the following form:

I(X;Y) = Dkr(Pxy||[Px Py). (2.13)

According to eq.(2.13), mutual information can be expressed as the KL divergence between
a joint distribution and the product of marginal distributions. Applying the dual repre-
sentation of KL divergence, mutual information can also be derived to a variational lower
bound:

[(X§ Y) = Sup ExNPXY [T9 (x)] - IOg ExNPx@)PY [eTe(x)]’ (2.14)
Ty:X =R

where Ty is any function; Pyxy is the joint distribution of X and Y; Px ® Py represents the
product of two marginal distributions of random variables X and Y, by supposing X and
Y are independent. The equality holds true when and only when Ty = log }#}% + ¢,
where ¢ is the value of partition function.

2.3.2.2 Entropic Form of Mutual Information

Following the definition of MI, mutual information can also be derived as:

I(X;Y)=H(X)+ H(Y) - H(X,Y), (2.15)

where H(X), H(Y), H(X,Y) denote the entropy of X, Y, joint random variables (X,Y).
The entropy is defined as:

in the case of discrete probability distributions P, the probability mass function is p(x),

()| — (2.16)

ex log (px (7))



in the case of continuous probability distributions P, the probability density function is
p(),

1

m)dx. (2.17)

1) = [ px(a)

2.3.3 Estimation of Mutual Information

The estimation of mutual information from a sample of (X, Y) is difficult, especially when
the dimension of the data is large. However, when utilizing the properties of mutual infor-
mation and techniques of neural network, the estimation of mutual information becomes
more tractable in the era of deep learning.

2.3.3.1 Mutual Information Neural Estimation

Mutual Information Neural Estimation (MINE) [3] is a method recently developed. Using
eq.(2.14), one can obtain a neural estimator, by defining Tj as a neural network. MINE has
been proved as an effective and scalable method in multiple scenarios. Here, it is necessary
to be specified that MINE not only gives an estimation of MI, but also provides an optimal

function Ty, which is equals to Ty = log p_xp é;,p(:zx) +c

2.3.3.2 Mutual Information Neural Entropic Estimation

Mutual Information Neural Entropic Estimation (MI-NEE) [5] is another approach for
mutual information estimation. By applying eq.(2.15) and entropy estimation, MI-NEE can
approximate mutual information by estimating three entropy terms respectively. Although
the estimation is neither a lower bound or a upper bound, it is shown that MI-NEE have
a faster learning speed compared to MINE [5].

The neural entropic estimation technique applied in MI-NEE can be derived as a form
of variational upper bound by performing the same trick of Donsker-Varadhan Representa-

tion. One can first transform the entropy of X, to a form of cross entropy with a reference
distribution ) and KLD between P and Q:

H(X) = E,pllog @] ~ Drn(P[Q). (2.18)
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By applying the dual representation of KLD to eq. (2.18), a variational upper bound
for H(X') can be obtained:

H(X) < Eyp[log ﬁ] — Eonp[Tp(2)] + 10g Epgle™™)]. (2.19)

Minimizing eq.(2.19) through updating parameterized function 7Tp, an approximation
of entropy can be achieved. The equivalence holds when and only when Tjy(x) = In P(x) —
In Q(z) + ¢. All the three entropy terms in mutual information eq.(2.15) can be simulated
with the technique of neural entropic estimation. It should be mentioned that neural
entropic estimation applied in MI-NEE also provides a framework of density estimation,
since the minimum of eq.(2.19) will be achieved when 7 (z) = In P(z) — In Q(z) + c.

2.4 Fisher Information

Fisher Information (FI) is a measure of the amount of information that an observable
random variable X carries about an unknown parameter 6 of a distribution which models
X [48]. It is defined the variance of the score: [44]

Z.(0) = E.p,

(% logpg(:v))2 J , (2:20)

where Z,(0) denotes the Fisher Information of the observable random variable X with
model parameter 6, X is parameterized by 6 and the probability of X is Fj.

According to lemma provided in [44], FI can also be written as expectation of second
derivatives of log-likelihood:

32
Ix<0) = _ExNPg [w lngg(.T)

] : (2.21)

because the expectation of score equals to zero E,.p, [% log pe(x) ‘ 0] =0.

The goal of FI is to quantify how "well" the observations of random variable X locate
the true parameter #. In other words, when the FI of an observation is high, it tells more
information about #. When the FI of an observation is low, it tells less information about
f. For intuition, we can take two one dimensional Gaussian distributions as examples:
X ~ Ni(0,0.1%) and X ~ N3(0,1%). Suppose the means of two distributions are unknown

11



and parameterized by 6, as shown in figure 2.1. Intuitively, one can imagine that a small
bias of § when estimating N; will have a larger influence on the estimation result than
estimating NV>. In other words, we can get more information about true parameter 6 in N

than NQ.

From the definition of FI eq.(2.20), we can also say that FI is to quantify the sensitivity
of the log-pdf of variable X to the value of the parameter #. High Fisher information
suggests high sensitivity to the change of the parameters. For example, if a slight change
in 6 leads to a significant change in the probability value of X, then the Fisher information
is high, which means the samples observed tell us much information about #. On the
contrary, when the derivatives of pdf with respect to 6 is small, the Fisher information is
low. The overall Fisher information will be the sum of all samples. The Figure 2.2 shows
an example for a single value of X.

2.5 Cramér-Rao Bound

Cramér-Rao Bound (CRB) or Cramér-Rao Lower Bound (CRLB) is an inequality which
indicates the relationships between the variance of an estimator and Fisher information of

x at parameter ¢ [37]. In the simplest case, if 0 is an unbiased estimator of parameter 6,
the CRLB states:

. . 1
Var (0) — B, [0 —6)%)] > o (2.22)
Mathematically, an unbiased estimator means:
By, [0 — 6]] = 0. (2.23)

CRLB is a lower bound, which implies how "best" an unbiased estimator can be ex-
pected to be. CRLB suggests that with the increase of Fisher Information Z,(6), the
variance of the estimator decreases; therefore, the estimator is better. CRLB is commonly
used in the asymptotic analysis of an estimator. We say an unbiased estimator to be an
efficient estimator, when the estimator attains the CRLB.

12



5. P(X)

4 X ~N(0,0.1%)

[oV)

X ~N (0, 1)

Figure 2.1: An intuitive understanding of Fisher Information on the example of two un-
derlying Gaussian distributions. Suppose there are two one dimensional Gaussian distri-
butions: X ~ A7(0,0.1%) (red) and X ~ N5(0,1?) (blue). The parameter 6 is an estimator
on the mean. The ground truth value of 6 is zero. For N7, a small bias of theta will have
larger influence in the estimation result, however, for Ay, a small bias of theta will have
smaller influence in the estimation result. In other words, 6 is more sensitive in estimating
Ni. The fisher information of N is larger.
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Figure 2.2: An example of function Py(zg) with respect of ¢, which can help understand
the Fisher Information. In this example, it shows probability of one particular sample z.
The part of the probability circled by the red dashed line changes rapidly as a function of
0. It suggests a large derivatives, which may lead to a high Fisher Information in this area.
The area circled by the blue dashed line changes slowly as a function of #, It suggests a
small derivatives, which may lead to a low Fisher Information in this area. This example
is just built on a single particular observation g, so it is just a demonstration for possible
high or low FI. Real FI is calculated under all observations.
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Chapter 3

Background

3.1 Energy-Based Model

3.1.1 Definition of Energy-Based Model

EBM is defined as a statistical model that associates scalar energy (a measure of compat-
ibility) to each configuration of the variables [42]. In other words, EBM assigns a scalar
energy E(x) to the points z in data space X', which indicates the "goodness" or "badness"
of the x. EBM provides a common theoretical guide for various machine learning tasks and
has a wide application in various scenarios, including supervised or unsupervised learning;
decision-making tasks or probabilistic modelling; discriminative or generative tasks [42].

The standard form of EBM in the scenario of supervised learning and discriminative
tasks is using a function of F(X,Y’) to indicate the compatibility between X and Y, while
X is the random variable of observed data, the Y is the random variable of the predicted
label. For example, X could be pixels of image and Y could be the label of the image. As
shown in the following Figure 3.1. The lower value of energy indicates higher compatibility
between label and data, while the higher value of energy suggests lower compatibility. More
precisely, the energy is required to produce the most compatible or optimal label Y* with
the smallest value E(X,Y’) among all the possible Y, for all X Figure 3.1:

Y = in £(X,Y). 1
arg min B(X, Y) (3.1)

In addition to supervised learning, EBM is also commonly used in unsupervised learn-
ing. This thesis will mainly focus on the EBM of probabilistic modelling in unsupervised
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Figure 3.1: An example of energy based model, referenced from [42]. The lower value of
energy indicates higher compatibility between label and data.

learning. Though the energy functions may have different forms, most probabilistic models
can be regarded as particular types of energy-based models. The simplest and most com-
mon form of an energy model is through the Gibbs distribution or Boltzmann distribution:

e~ E(@)

p(ZL‘) - fze/\z €_E($)’ (32)
where p(z) is the normalized probability density function of x, the denominator is know as
partition function. It should be noted that this transformation from energy to probability
guarantees the integral of p(s) is 1, as long as the integral term in eq.(3.2) converges.
It is also important to know that the partition function is intractable when z is a high
dimensional variable, and the integral term has no analytical solution. Hence, how to
estimate the integral term or avoid the calculation of the partition function decides the
feasibility of an energy-based model.

Through eq.(3.2),

E(z)=—Inp(x) + ¢, (3.3)



push down

after training

——>

- :X == :X

Figure 3.2: Pushing down and pulling up effect in energy model, referenced from [42].

where ¢ is log of the partition function. The construction through eq.(3.2) and eq.(3.3)
guarantee the energy equals the negative log-likelihood, which corresponds to the definition
of energy of low-value mapping high compatibility and high-value mapping low compati-
bility. The essential purpose of training a probabilistic model EBM is to "push down" the
energy value in high-density regions and "pull up" the energy value in low-density regions,
as shown in figure 3.2.

Applying the framework of EBM to other machine learning tasks will enhance model
performance. One obvious advantage is that it provides explicit probability density infor-
mation, which can be used either to assist the training process or present as a result for
further tasks. For example, in Generative Adversarial Network, the application of EBM
has been proved that it has improved in better mode coverage [39]. Other advantages,
including compositionality and flexibility, are also mentioned in other papers [12] [26].

3.1.2 Training of Energy-Based Model

There are many different ways to design EBMs. The traditional approaches of EBM in-
clude, Restricted Boltzmann Machine [84], Product of Ezperts [26] [27] and so on. Loss func-
tions for EBM also has various forms, including Perceptron Loss, Hinge Loss, LVQ2 Loss
and so on [43] [42]. With the introduction and application of deep neural network, more
EBM has been explored to solve high dimensions problems recently, including Maximum
Likelihood training with Markov chain Monte Carlo sampling; Score Matching (SM) [72];
Noise Contrastive Estimation (NCE) [21] and others methods. All these methods have
some connections with others. We will introduce the common methods in EBM in the
following sections.
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3.2 Maximum Likelihood Estimation

3.2.1 Markov Chain Monte Carlo Maximum Likelihood

One of the most popular density estimation methods is MLE. Let py(x) be a probabilistic
model parameterized by 6; ps(z) be the data distribution. MLE fits py(x) to ps(z) by
maximizing the expectation of log-likelihood over the data distribution, as following;:

ﬁMLE = Exwpd[logpg(x)]. (34)

here pp is a normalized probability. For an unnormalised energy model E(x), it can be
normalized to a probability through:

e~ Fo(x) .5
nie) = 85

where Zy = [ e Ee@dz, then:
Vologpe(x) = —VEy(x) — Velog Zy, (3.6)

the first term is straightforward to compute, however the second term, which cannot be
calculated directly, requires approximation. The second term could be derived furthermore
by:

Volog Zy =V log/e_E"(x)dx

_ 1 —FEp ()
= m : VQ/G dz

= | Vye Py
JeFeda (3.7)
1
= ToBod / e (= VoEB(a))de

—Eg(l’
= Eupo(a)(— VeEe( ))-

Thus instead of computing the partition function, one can calculate the expectation
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of —=VgEy(x), over the estimated model distribution, as long as it is feasible to sample
accurately from it. Markov Chain Monte Carlo (MCMC), provides a general framework
for simulation of complex stochastic processes. It is a common and important family of
approaches for sampling from a known distribution [14].

The framework of the algorithm of Markov Chain Monte Carlo Maximum Likelihood
(MCMCML) by gradient descent can be summarized as 3.1:

Algorithm 3.1 Algorithm of MCMCML

Input: epoch: N; the number of observed data: k; the number of MCMC data: j; learning
rate 7; initialized energy parameter: 6p;
Output: Parameter 0y of energy
Initialize 6y;
Set n = 0;
while n < N do
Apply MCMC process to get simulated data for x ~ py(x);
Calculate Gradient = + > (VoEy(x)) — % > (VoEp(2)) 5

z~pg(x) x~pg(z)
Oni1 = 0, — n - Gradient;
n=n+1
end while

The MCMC process may vary according to different MCMC algorithms. Since sampling
from an probability is an important topic, some efficient MCMC methods and their variants
have been researched widely and deeply, such as Langevin MCMC, Hamiltonian MCMC.
For example, Langevin MCMC takes an initial sample 2° from a prior distribution, and
then simulates Langevin dynamics for K steps with step size € > 0 [8]:

2
gt = gF 4 %VI log pe(z¥) + en, (3.8)

where n ~ N (0, I) is a random Gaussian noise.

Theoretically, under some regularity conditions, when € — 0 and k — oo, a group of z*
is guaranteed to correspond to the target distribution pg(z) after repeating to get z* with
random initialized z° for many times [8]. The algorithm of Langevin MCMC is shown in
3.2

In practice, it is common to use a small, finite, ¢ and apply Metropolis-Hastings step,
to enhance training efficiency [80]. Langevin MCMC combined with Metropolis-Adjusted
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Algorithm 3.2 Algorithm of Langevin MCMC

Input: Number of burn-in steps: K; Number of samples: N;
Output: N samples sampling from the target distribution: x
Set i =0
Initialize x

while i < K + N do

Sample 271 ~ N (2! + £V, log py(a?), 1) > Equivalent to
2t =2t + £V, log py(z') + en

t=1+1
end while

K-i-ljl,K-i—ijK—i-S7 K+N

ey T

0.
)

MCMUC is also know as Metropolis-Adjusted Langevin Algorithm (MALA). The algorithm
is as shown in 3.3.

Algorithm 3.3 Metropolis-Adjusted Langevin Algorithm

Input: Number of burn-in steps: K; Number of samples: N;
Output: N samples sampling from the target distribution: x

Initialize z°;

Set i =0

while: < K +N do

Sample yi*! ~ N (2 + SV, log pg(a?), €I)

pe(yi“)exp[*Hwty“’lf%Vlogpe(yi“)l\g/??]

pe(w")exp[*Hyi“fﬂfﬁvlogpe(:ci)llg/?@]
Po(Wit+1)a(@ilyiv1) }
Po(%i)q(Yit1|zi)

Sample u; 11 ~ UJ0, 1]
if u;41 < a;41 then Accept Sample z'"
else Reject Sample 7+
end if
1=1+1

end while

K+1’xK+2,J;K+3 K+N

sy @

Compute a1 = min (1, ) > which is derived

from o = min{

1 __ a+1.
_y )

= ;L‘Z;

Although the MCMC family provides a way to sample from any distribution, it is dif-
ficult to run MCMC till convergence because it is usually computationally expensive, and
the performance may not be as ideal as expected, especially when the distribution is high
dimensional and complex [45] [10]. Numerous papers concentrate on improving the effi-
ciency and accuracy of MCMC sampling [65] [49] [67]. A significant method is Contrastive
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Divergence (CD) [27], which can highly enhance the efficiency. However, overall, MCMC
family approaches still have difficulties with the accuracy of sampling [4].

3.2.2 Adversarial Training of Maximum Likelihood Estimation

Avoiding the sampling procedure is one idea to overcome the hurdle of the partition func-
tion. One approach is to learn an auxiliary model through adversarial training, which
allows fast sampling or sample generation [82]. One can introduce a variational distribu-
tion gs(x) parameterized by ¢ as an auxiliary distribution:

Lyre = Bep,[log py(2)]
=E,p,[—Eo(x)] — log/eEg(z)dx

e—Fo(x)
— By Ealo)] ~ 1og [ as(o): PR )
e~ Fo(x) ‘
< Eopy[—Eo(z)] — /%(x) -log de

= Eunpy [~ Eo(2)] — Eang, [~ Eo(z)] — Hlgy(x)],

where H|[qy(z)] denotes the entropy of g,(z). The equality holds when and only when
¢s(z) = pa(x) This inequality identifies an upper bound to the expected log-likelihood.
Therefore, it suggests an adversarial learning in which one can first minimize the upper
bound in eq.(3.9) by updating gs(x) to make it closer to the likelihood objective, and then
maximize eq.(3.9) by updating Fy(z) to implement MLE. The adversarial training can be
summarized as following mini-max loss function:

g 0 [~ B (2)] — Ea [ Eof)] — Hlao(0)] (3.10)

The ideal modelling of g, should satisfy two criteria: easy to sample and easy to com-
pute the entropy |71]. It restricts the family of g,(x) within invertible probabilistic models,
such as inverse autoregressive flow [33|, normalizing flow |55], non-linear independent com-
ponents estimation [11] and so on.

Another feasible plan of this model is that g, can be designed as an implicit probabilistic
model, such as a neural network generator mapping latent space to data space x = g4(2).
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However, it may sacrifice the efficiency of calculation of entropy term because the density
of q4(z) does not have an explicit form. Therefore, it requires an approximation of entropy.
In [30] and [82], authors propose several heuristics to estimate the entropy. In [39], authors
propose that estimation of entropy is equivalent to estimate the mutual information by
H(gs(2)) = I(gs(2);2), which can be approximated through a variational lower bound
provided by MINE. In [9], authors connect entropy to KLD between ¢,(z) and a reference
distribution that can likewise be estimated by a lower bound similar to the concept of
entropic estimation mentioned in section 2.3.3.2. However, all methods by constructing
a generator involve a careful handle with the entropy term. Some of them may need an

additional inner loop for entropy estimation, which may take more computation resources
than GAN, while GAN is known to be difficult to train.

3.3 Score Matching

SM is a family of EBM which has been developed recently. SM completely bypasses the
obstacles of the partition function estimation [46]. A score of a probability density is
defined as the first-order gradient function of the log-pdf [46]:

score(z) = V, log p(x), (3.11)

for two continuously differentiable functions f(z) and g(x) whose first derivatives are equal
everywhere, it is easy to know that f(x) = g(x) + constant. This provides a basic logic
for score matching methods. SM usually utilizes a neural networks S(x) to estimate the
score. It has also been proved to be an efficient EBM, by modeling E(x) [70]:

V. logpg(x) = =V, Ey(x). (3.12)
The objective of SM is to minimize a discrepancy between two distributions, which is

named as the Fisher Divergence (FD) [71]:

1
DF(pd“pG) = ]E$~Pd[§||v:c logpd<x) - Vﬂc IOgPH(x)HQ] (3 13)

1
= Eop,[5[| Ve log pa() + Vo Ey(2)[°)

Because the probability of data is unknown, the FD can not be directly utilized as a
loss function. A transformation of the FD has to be performed. It has been proved in 28]
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that under certain regularity conditions, FD is equivalent to following equation [46]:
1
Dr(pallpo) = Bonr[tr(Vi10g po(w)) + 5[ Ve log po(2)|*] + constant
= Eoup,[—tr(ViEy(z)) +

=E,op,[— ; %&f)ﬂ;) + % Z(GEQ(@ )?] 4 constant,

(3.14)

where d is the dimensionality of . The constant term is irrelevant to 8, and its derivatives
with respect to 6 are zero, so it can be ignored while training. Eq. (3 14) is well known

as the objective function of SM. In eq.(3.14), the second term 3 Z(aEe )? is fast to

compute, because it involves the first derlvatlve of energy functlon The computational

cost is O(d). However, the first term, — Z a(abi 952), is much more computational expensive,
=1

whose cost is O(d?), because it requires the trace of second derivatives matrix of energy
function, also known as Hessian matrix. In order to overcome the difficulty, several methods
including Denoising Score Matching (DSM) [77], Sliced Score Matching (SSM) [70] have
been developed. Especially, SSM elegantly reduces the computational cost to O(2d) by
projecting the scores onto random vectors [70] through the following equation, also known

as Sliced Fisher Divergence (SFD) [70]:

1
Dsr(pallpe) = ExNPdEv~PU[§||UTVx log pa(z) — v"'V, log py(z)||’] (3.15)

1
- EwadEUNPv [5 ||UTV$ logpd(x) + UTV%E@ ($) ”2]7

where P, is a projection distribution such that E,,)[vv”] is positive definite [70]. Instead
of comparing the score function directly, SFD projects the score onto a random vector.
Similar to FD, SFD can also be rewritten in a form without explicit representation of data
distribution [70]:
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1
Dsr(pallpe) = Eoop,Euop, [v" V2 log pp(z)v + = (v V, log py())*] + constant

2
1
= E,up,EByop, [0 VEEy(2)v + i(vTVmEg(a:)f] + constant
d
O FEy(x 8E9
=E.p,E.op,[— ZZ oz, E)x Vs —Z “om —i—constant
i=1 j=1 v
d
O FEy(x OFEp(z) 4
=Eop,Eonp,[— ZZIJZI BT 8x] 5 ZZI( oz, v;)°] + constant.

(3.16)

Compared to the eq. (3.15), eq. (3.16) also involves the second order derivatives of
Ey(x). However, it can be written as follows [70], and can be computed with O(2d) [70]:

d
82 8E9 6E9(x)
>N 633161;] Z 8951 j:1 o, v;)v;. (3.17)

i=1 j=1

3.4 Variational Bound of KL Divergence

Recall the objective function, eq. (2.9), for entropic estimation introduced in Section 2.
Actually, the variational bound of KL divergence can be regarded as EBM loss function.
According to eq. (2.9), a loss function can be defined as following:

L =E,p,[—Fys(z) — Inp.(z)] — InE,.p [e”Fe@nPres @] (3.18)

where Ejp(x) is an unnormalised energy parameterized by 0; p, is a reference distribution
arbitrarily chose. The loss function will reach its maximum when and only when energy
function reaches its optimality Ej(z) = —Inpg+ c¢. The constant term c is the normalized
term or the value of partition function. Therefore the constant term will also be learned
in this situation theoretically. (3.18) can also be transformed as a mini-max form which is
know as Fenchel Mini-Max Learning [74].
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3.5 Noise Contrastive Estimation

NCE is another family of density estimation methods or energy-based models. The name
comes from its underlying idea, which is to estimate the density by discriminating between
data and contrastive noise with a fixed distribution [21].

3.5.1 Definition of Noise Contrastive Estimation

Given an unnormalized probabilistic model p? (z, ) that is parameterized by a, one can
obtain a normalized model p,,(x, ) whose integral is 1 by adding an additional parameter
ctopY:

Inp,(z,0) =Inpl (z,a) +c, (3.19)

where ¢ is the normalizing term or the value of log partition function. We can capsule
parameter ¢ in § where § = {«a,c}. 0 is the estimator parameters in NCE. Suppose
X = (x1,29,...,x7,) are T, independent observations from the dataset to be estimated.
x € R", and underlying pdf of data distribution is denoted as py(z). Y = (y1, 2, .-, Y7, )
are the T}, noise samples drew from an artificially defined noise distribution. y € R™ and
the pdf of noise distribution is denoted as p,(x). T,, = vTy, where v is the ratio of samples
amount between noise and data. The objective function of NCE is defined as [20]:

Ty Th
1
Jr(0) = 7> WDl 0)] + 3 Il = Dlyis )]}, (3.20)
t=1 t=1
where,
D(z,0) = o[lnpy,(z,0) — Inp,(z)], (3.21)
o is a modified sigmoid function: o(z) = ﬁ, which restricts the outputs of D(x,6)

between 0 and 1. Because T, = vTy, eq. (3.20) can also be written as:

n

Jr(6) = Tid S D 0)] + ”Ti Sl - Dy 0)] (3.22)

Since the normalizing model p,,(x, @) can be expressed as an EBM, according to eq (3.5),
eq. (3.22) can be derived as:
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Ty Ty

T2(0) = 7> W{ol-Eafer) ~ pua)]} + v S In{l — ol-Ea(y) ~ npa(ul,

(3.23)
where Ejy(z;) is a normalized energy model, which is [ %Zm = 1. Ey(x¢) can be defined by
an unnormalised energy model E?(x;) with an adding constant term ¢, Ey(z;) = E°(x;)+c.
Since 6 = {a, ¢} includes normalizing term ¢, both « and ¢ will be learnt during the training
of NCE. Therefore it is not necessary to define the Ey(z;) as a normalized energy model.
Ey(x;) will have a self-normalizing effect during the training of NCE.

Intuitively, when [—Ey(z,0) — Inp,(z:)] — oo, D(z,0) — 1; when [—Ep(zy,0) —
Inp,(z;)] — —oo, D(z,0) — 0. Therefore, intuitively, by maximizing Jr(6), the esti-
mator has the effects of pushing down the energy as low as possible where x ~ p; and
pulling up the the energy as high as possible where y ~ p,. Therefore NCE is a good
energy based model at first sight. The algorithm of an energy based NCE is shown in 3.4.

Algorithm 3.4 Noise-Contrastive Estimation Algorithm

Input: Number of data samples: Ty; Number of noise samples: v - T,;; Noise distribution:
P,; Epoch: epoch; Learning Rate: n

Output: Initialize energy FEjy;
Set i =0
while i < epoch do

Sample y ~ P,
l/’Td

Compute Jr(6) = 3 3 nfol= (. 0) ~Inpa(el} ~vks 3= 1 =0 By, ) -

=1
In pr (ye)]} o0
Compute gradient: =75~
Update 6: 6 =60 —n - an;e)
i=1+1
end while

3.5.2 Connection to Supervised Learning
NCE is an unsupervised learning methods but Eq. (3.20) can be understood from a per-

spective of supervised learning, because it is similar to training a classifier based on logistic
regression which discriminates the observed data X from the noise Y [22].
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Suppose we mix samples from X and Y together as one set. U = (uy, ..., Upqi7n) denotes
the union of two datasets. Each data u; € U has alabel C; : Cy =1ifu; € X or Cy, =0 if
ug € Y. In this situation, NCE can be regarded as a logistic regression which models the
posterior probabilities of classes given X. p,,(u,theta) is normalized probabilistic model,
which is also the conditional probability of u given the label C; : C; = 1. Similarly, noise
distribution is the conditional probability of u given the label C,; : C; = 0.

p(u|C =1,0) = pm(u, 0); (3.24)
p(ulC = 0) = pu(u). (3.25)
The prior probabilities are also known as P(C' = 1) = Tdf_dTn = 0y and P(C = 0) =

Ty _ v

Ty+T, ~— 1+v°

Therefore, The posterior probabilities of two classes are respectively:

—1lu _ pm(”? ‘9) .
P(C = u0) = B s (3.26)
P(C = 0[u,§) = vpn() (3.27)

P (u, 0) + vpa(u)’

Since the labels C} are Bernoulli distributed, a loss function is defined as following;:

Td + Tn

L) = > CilnP(C=1ul0)+(1-C)nP(C=1,ulf)
t=1
Td Tn
=> WmP(C=1[u,0)+> InP(C =0Ju,0)
t=1 t=1
Tn

B ) GO o M 1) (3.28)

Pm(u,0) +vp,(u)

t=1 t=1
Ty Tn
1 1
=D Iy ) - ]
= 1+ p::?’l,(b,e)) t=1 1+ prf?isﬁ))

Td 1 Th 1
- ; ln 1 + y@—[lnpm(uﬂ)—lnpn(u)} + ; ln[l N 1 + Ve—[hlpm(u,e)—lnpn(u)]]’
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which is equivalent to eq.(3.22), which builds a connection between unsupervised and
supervised learning on NCE. Maximizing the loss function £(0) by updating p,, will yield
an estimation of py.

3.5.3 Theorems and Corollaries

In this section, we will reference some fundamental statistical properties of NCE which can
bring us deeper understanding. The performance of NCE is related to sample sizes Ty, the
fixed ratio v and the choice of the noise distribution. We will discuss how these factors
impact the estimator through the theorems and corollaries of NCE.

3.5.3.1 Non-parametric estimation

According to the weak law of large numbers, it is easy to know that with the increasing of
Ty, the objective function of Jr(€) in eq.(3.23) converges to J(#), where J(0) is:

J(6) = Ean, [D(w;6)] + VE, v, In[1 — D(y:6)]}, (3.29)

suppose that @ is parameters of unnormalised energy, J(6) can also be written as:

J(Ep) = Eonp, o (=Ey(z) = np,(2))] + VEy~p, [l — o (=Ey(y) —np,(y))]}.  (3.30)

The first theorem of NCE is important because it shows that the log-pdf or energy of data
distribution can be obtained by maximization of .J, under certain regulations of noise data.
This theorem is called non-parametric estimation in [22], because the NCE is to learn a
non-parametric classifier which can distinguish noise and data. The theorem states [20]:

Theorem 3.1. J(Ej) attains a mazimum at —Ey(x)* = Inp,. There are no other extrema
if the noise density p, is chosen such that it is nonzero whenever pg is nonzero.

This theorem tells us two key pieces of information about NCE. First of all, the estima-
tor Eg(z) here can be defined as an unnormalised model which is different from estimator
for MLE, because Ep(z) will be "self-normalized" through training of NCE [20]. Ey(x) is
defined through Ey(z) = —Inp? (x, ) + c. The estimator will not only learn the unnor-
malized model parameters o but learn the normalizing constant ¢ as well. In other words,
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p (x)

p,(x) p,(x)

Figure 3.3: p,, is zero when py is zero, it is impossible to estimate py; under this situation.

the NCE estimator is able to learn the value of the partition function. Theoretically, we
should split the model parameters into two parts: model parameters o and normalizing
term c. However, in practice, setting ¢ as 0 or a fixed value will not affect the performance
of NCE [52]. It is believed that the NCE estimator has many free parameters to meet the
normalizing constraint during the training process [52]. Therefore, the estimator Fy(x)
can be defined as an unnormalised model and the optimal energy —Ejy(z)* = In p; will be
reached when J(Ey) reaches maximum.

Secondly, the non-zero condition for noise distribution p, in this theorem suggests
that pg; cannot be estimated when the pdf of noise distribution of data point is zero.
For example, when the data distribution is a uniform distribution x ~ (0, 1), while the
noise data distribution is a uniform distribution y ~ U(3,4), as showed in figure 3.3, it is
impossible to train NCE.

The non-zero condition can be easily fulfilled by designing a proper noise data distri-
bution. For instance, choosing a Gaussian distribution or a mixture Gaussian model as
contrastive noise distribution can guarantee positivity everywhere. However, it is still a
need to be cautious when choosing noise. The probability of noise distribution could be
extremely small or almost zero at some points far away from the mean, even if Gaussian
distribution is positive everywhere, which will also cause the failure of NCE in practice;
although theoretically, the NCE estimator should work, for example as shown in figure 3.4.
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p(x)

Figure 3.4: pg ~ N(=3,0.5), p, ~ N (3,0.5), Although the positivity condition is satisfied,
it is almost impossible to estimate py; with noise p,, in practice.

This situation will be further discussed in Chapter 4.

3.5.3.2 Consistency

The second theorem which is named as consistency theorem in [22] shows that 67, which
is the value obtained by maximizing Jr, converges to the ground truth value 6* [20].

Theorem 3.2. If conditions (a) to (c) are fulfilled then b7 converges in probability to 6%,
Or 5 607,

(a) pn is nonzero whenever pq is nonzero

(b) supy | J7(0) — J(0)] 5 0
(¢) The matriz Z, = [ g(u)g(u)’ P, (u)pa(u)du has full rank,

where g(u) = Inpy,(u, 0)|o=p-, P, (u) = 1#1%'

3.5.3.3 Asymptotic normality

The third theorem is called asymptotic normality theorem in [22], which describes the
distribution of the estimation error (7 — 6*). The theorem states [20]:
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Theorem 3.3. \/Td(éT — 6%) is asymptotically normal with mean zero and covariance
matriz 3,

1
Y= Iu_l - (a + _)IV_IE(PVQ)E(PVQ)TIV_Iy (331>
v
where E(P,g) = [ P,( (u)du.

From the above theorem, several corollaries can be derived as following [22]:

Corollary 3.1. For large sample sizes Ty, the mean squared error E(H@T — 0*||*) equals to

tr(X)/Ty.

From Corollary 3.1, it is obvious that as the sample sizes T, increase, the accuracy
of the estimator will improve. Also from Theorem 3.3, it can be found that both noise
distribution p, and ratio v = T,,/T,; have influence on ¥. ¥ will affect the accuracy of the
estimator. The following question is how p, and v will affect the estimator statistically
and what are the best options for p, and v [20].

Corollary 3.2. For v — oo, X is independent of the choice of p, and equals
Y=T'-T'E(9E()T'T (3.32)
where E(g) = [ g(w)pa(u)du and T = [ g(u)g(u)” pa(u)du.

Specifically, if the noise distribution is fixed as same as data distribution, the following
corollary shows the relation between ¢ and v [20].

Corollary 3.3. if p, = pg, then & = (1+ 2)(Z7' — Z7'E(g)E(9)"Z71).

Corollary 3.2 tells that as v — oo, X is independent from the choice of p,,. According to
this corollary, when the estimator is optimal, ¥ equals the inverse of FI or the CRLB since
the expectation of score E(g) equals zero. Therefore, NCE can be said to be Fisher-efficient
for all choices of p, when v is sufficiently large. In other words, the choice of p, is not
important when the ratio of the size of noise and data samples is large enough. In the
special case of Corollary 3.3, when the noise distribution equals the data distribution, X is
equivalent to 1 + I% times CRLB. With increasing of v, 3 is closer to CRLB. However, in
practice, restricted to the limited computational resources, it is impossible to load infinite
large noise samples, so there exists a natural trade-off between statistical and computational
efficiency in NCE.

Although the proof for the optimal choice of noise has not been given in the original
research of NCE [22] [21], they gave several suggestions on how to choose a good noise,
including;:
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Choosing a noise that has an analytical expression of log-pdf;

Choosing a noise that is easy to sample from;

Choosing a noise which is close to data noise;

Making v as large as possible.

Intuitively, the conclusion in the original NCE papers seems correct. Because one
can imagine if p, is too different from p,, the classifier of NCE might be too easy to
distinguish the data from noise. However, the intuition has been challenged by related
works on the choice of optimal noise [6]. In [6], it is reported that the optimal choice
noise p* o< pg(z)||Z g(x)|| under some conditions. Interestingly, this conclusion is quite
similar to the optimal noise in Monte Carlo MLE with Importance Sampling [57]. In both
situations, optimal noises are related to the data distribution, scaled by something akin to
its natural gradient. However, how to reach the optimal noise and how this formula can

assist the training of NCE remains unexplored and unsolved.

In general, considering the above properties of NCE, we know that the optimal noise
distribution should be similar or highly related to the data distribution. And when the
noise distribution and data distribution are the same, it is possible to control the error in
a reasonable range.

3.6 Generative Adversarial Network

GAN is a machine learning framework mainly used as a generative model which consists of
two networks, a generative network and a discriminative network which are updated alter-
natively [16]. The core idea of GAN is to train the generator to "cheat" the discriminator
and train the discriminator to distinguish the real data and generate data alternatively.
GAN framework has now been researched and applied to many scenarios widely. GAN
has both obvious advantages and disadvantages. The disadvantages include the problem
of mode collapse, lack of representation of py, the synchronization problem of generator
and discriminator while training and so on. The advantages include both computational
and statistical advantages.
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3.6.1 Definition of Generative Adversarial Network

GAN consists of two neural networks. The generative network G maps a latent space
vector z to data space x through an implicit distribution p,, while the discriminative
network D maps a sample to a single scalar. Discriminative and generative network are
trained through a mini-max game with value function V(G, D):

mGin max V(G,D) = rnGin max Eirpyra It D(2)] + E,p, [In(1 — D(G(2)))]- (3.33)

In practice, directly optimizing equation (3.33) to update the generator may not pro-
vide sufficient gradient signals. Especially when the generator is far from perfect, the
discriminator will distinguish the generated data from the real data too easily. Therefore,
a trick named log trick is commonly used which is to change the In(1 — D(G(z))) term
into the —In D(G(z)) to provide stronger gradient signal in the early stage of training [16].
Another training trick often mentioned is that discriminators should be trained in more
steps than training generators. The algorithm of GAN is shown in 3.5.

Algorithm 3.5 Generative Adversarial Network Algorithm

Input: Prior distribution: P,;

Initialize generator ¢

Initialize discriminator 6p

Set 7 =0

while j < epoch do

while k steps do

Sample 21, 23, ..., 2, fromz ~ P,
Sample z1, xo, ..., x, from data

Update discriminator p by ascending its stochastic gradient:VaD% > [In D(x;)]+
i=1

1
n

3 In(1 — D(G(x)))
“end while
Sample 21, 23, ..., 2, fromz ~ P,
Update generator Oc by descending its stochastic gradient:
O ;[hl(l — D(G(%)))]
j=i+1
end while
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3.6.2 Optimality Analysis

The optimality of GAN consists of two parts, the optimality of generator and discriminator
respectively. For any given fixed generator GG, the optimal discriminator D can be reached

as pdﬁf‘pg [16].

Theorem 3.4. For fixed generator G, the optimal discriminator D is

* Pa
D¢ (x) = : 34
o) = e (334

where, pq 1s the underlying probability density of the distribution that produces the dataset,
Dy s generated data distribution.

Proof. For the function maxaln(y) + bIn(1 —y), for y € [0, 1], the function achieves its
v

maximum when and only when y = _%. Therefore, for the function:

V(G, D) = Eppy[In D(2)] + Bz, [In(1 = D(G(2)))]

= Eynp, [0 D(2)] + By, [In(1 — D(2))], (3.35)

the optimal D(z) equals to pdjfpg. O

Theorem 3.4 tells us that for any generator G, the optimal D can always be reached

by Dg(x) = —£4—. Then the optimal D(x) can be substituted into the loss function to
G Pa+pg

investigate the optimality of generator.

V(G, D7) = Eanp,[In D™ (2)] + Eerop. [In(1 — D™(G(2)))]
= Eop, [0 D™ (2)] + Egrop, [In(1 — D*(2))]

Dda Dda
_E._ [In VE,. 1n<1 _ ) (3.36)
m[m+%] - m+m]
Pd Dy
=E,., [In ——— wrop. |10 ,
pd[ pd +pg] pg[ pd +pg

eq.(3.36) can be transformed into a form of JS divergence by:
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V(G, D7) = Epnp,[In D™ (2)] + Eorop. [In(1 — D™(G(2)))]

Pd pg
pd[ Dd +pg] pg[ Dd +pg (3 37)
Pd Py ’
=Eppyln ———] -In2+E, , [In ————] —In2
w12 w2

= JSD(p,, pa) — In4.

This transformation suggests that minimizing the V (G, D*) by updating the generator
is equivalent to minimizing JS divergence between p, and p,. Because JSD between two dis-
tributions is always non-negative, it equals zero when and only when the two distributions
are equal. Therefore the minimum of V(G, D*) holds when and only when p, = py [16].

Theorem 3.5. The global minimum of V (G, D*) is reached if and only if p; = pq. At that
point, V(G, D*) achieves the value - log 4.

Supposing that the generator and discriminator have enough model capacity, the dis-
criminator is updated first to reach its optimum given (G, and the generator is updated
according to the current discriminator. Given the new generator, the discriminator will be
updated again. Repeating the iteration, p, will converge to pg theoretically. It should be
mentioned that GAN is an implicit probabilistic model where the distribution of generated
samples can be sampled but can not be represented. The generator maps the latent space
to sample space directly. p, in the formulas above is updated by the generator parameter
6 instead of directly updating pdf p,.

3.6.3 Variants of Generative Adversarial Network

There are several essential variants of GAN, including Energy-based GAN, cycle GAN,
WGAN, etc. GAN-based algorithms have formed an enormous family in different applica-
tions. We will mainly introduce Wasserstein Generative Adversarial Network (WGAN) in
this section. Instead of minimizing the JS divergence between p, and p;, WGAN changes
the objective function with the Wasserstein distance. p-Wasserstein Distance is defined
from the theory of transportation as following:

hSA

WDy(Fa, Py) = (_inf By lllz —yll7])?, (3.38)

~€EII(Py,Py)
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where II( Py, P,) denotes the set of all possible joint distributions v(x, y)whose marginal
distributions are Py, P, respectively. Intuitively, Wasserstein distance indicates how much
"mass" need to be transported from P; to P, minimally. The minimum cost of all possible
transporting plan is the Wasserstein distance. Compared to other measures between two
distributions, Wasserstein distance has obvious advantages. In some situations, it can be
a better metric for the distributions. However, it is not easy to calculate the Wasserstein
distance directly. It can be calculated through a duality, which is caller Kantorovich-
Rubinstein duality.

WD (P, Py) = sup Euep,[f(2)] — Evep, [f(2)], (3.39)

lfllo<1

where the supremum is over all the 1-Lipschitz functions f: X — R.

Therefore as long as we have a parameterized family of 1-Lipschitz functions f, we can
have an estimation of Wasserstein distance. The 1-Lipschitz functions condition can be
approximated through weight clipping or gradient penalty. With the distance we can
construct another GAN framework as following:

Algorithm 3.6 Wasserstein Generative Adversarial Network Algorithm

Input: Prior distribution: P,;
Initialize generator ¢
Initialize discriminator 6p
Set 7 =0
while j < epoch do
while k steps do
Sample 21, 23, ..., 2, fromz ~ P,
Sample z1, xo, ..., x, from data
Update discriminator €p by ascending its stochastic gradient(after weight
clipping):Vo,, 21 flw) = Zl[f(G(zi))]

end while

Sample zq, 23, ..., 2, fromz ~ P,
n

Update generator 0 by descending its stochastic gradient: —Vg,~ >°[f(G ()]

i=1
j=47+1
end while
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WGAN has been proved having a more stable training process then vanilla GAN and
reducing mode collapse. Also WGAN provides a meaningful loss metric that correlates
with the generator’s convergence and sample quality.

3.7 The Connection between Different Energy-Based Model

In this chapter, we will summarize the connections between different energy-based models
and compare the advantages or disadvantages of all methods.

3.7.1 Connection between GAN and NCE

GAN is a generative model which mainly focuses on the quality of generating samples. The
estimated distribution of data is not the first concern. However, NCE can be regarded as
an EBM whose main purpose is to estimate the data distribution. However, GAN and NCE
have a close connection. Both methods are based on a reduction to binary classification.
NCE is an energy-based model which is trained to be able to distinguish data samples from
noise samples. The discriminator of GAN is designed to distinguish the data samples from
generated data.

Both methods are designed with similar objective functions for training. For a GAN model,
when the generator is fixed, the objective function of updating the discriminator is similar
to an NCE model. The objective function for updating the discriminator when given an
arbitrary generator (G, can be written as follows:

V(G, D) = E,vp,[In D(x)] + E.,, [In(1 — D(G(2)))] (3.40)

It can also be written as the following form when the discriminator reaches its optimal:

V(G, D) = Epp,[In D*(2)] + E.p. [In(1 — D*(G(2)))]
& Pa_ Dy (3.41)
Pd + Dy Pa+ Dy

In In

veep 2~py |

The objective function of NCE is can be written as a similar form:
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T(pn) = Eomp, m(pm(pm—@()) LB In (%)

z) + po(x x) + pu(x) (3.42)

Comparing both objective functions, we can clearly see that the idea of GAN partly in-

herits from NCE. The term ln(%) in NCE is similar to the discriminator network

in GAN. Since GAN does not have an explicit representation of data distribution, the dis-
criminator is defined as a whole neural network, which is parameterized by Dy. However,
in NCE, the discriminator compares the model and noise distribution and a sigmoid layer.
As showed in figure 3.5, both discriminators of GAN and NCE map the samples from data

P () ( )) in NCE can be regarded as a discriminator

space to a scalar but the term of ln<p—(x) -

with a special form, which is parameterized by energy model Ey, where p,,(z) = 872@) |

other words, compared to GAN, NCE trains an internal data model that belongs to part
of the discriminator network with a fixed generator network.

3.7.2 Connections between MLE and NCE

Both MLE and NCE are important methods of density estimation or EBM in unsupervised
learning. Although there are no directly connection between MLE and NCE and objectives
of MLE and NCE are different, both of them are asymptotically consistent. It has been
proved that under certain conditions that the gradient of MLE and NCE are equivalent to
each other. First, if v — oo, the gradient of NCE is equivalent to MLE gradient:

According to eq.(3.6) and (3.7), the gradient of MLE can be expressed as following:

0 0 15)
P~ [Inpy(z)] = %Emd [In pg(x)] — @Eazwe [In pg ()]

= Z 50 [In po(2)]pa(x Z 20 [In po(2)]pe(x)
= ;[Pd(@ —Pe(x)]al%g()

(3.43)

The gradient of NCE can be expressed as following:
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Discriminator of GAN

4 N

S

Discriminator of NCE

O[-Ey(X) - log R,(X)]

Figure 3.5: The figure shows the structures of discriminators of GAN and NCE. NCE
trains an internal data model which belongs to the discriminator network with a fixed
generator network.
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9J(ps) 9 0 po () ﬁy 0 vpn(2)
00 89Eprdl (pg(x) + I/pn(a:)) + ol Eonp, | (Pe(x) + Vpn(l’)>

Vpn () 3111199(1‘)] VR, | po(7) (91npe(fv)]
po(z) + Vpn(sc) a0 P e (x) +vpp(z) 00

Vpn dlnpy(z) pe(x) dlnpy(z)
- Z )+ vpn(z) 00 pa(®) — v ; po(z) +vpp(x) 06 Pn(2)
)

a~pal

Vpn 8111])9(1‘
= Z )+ vpn(x )[pd(I) po(z)] 20
(3.44)
When v — oo, I#ypl(x) — 1, then the gradient of NCE is equivalent to gradient of

MCMCML. This conclusion gives a similar result as Corollary 3.2, which states that when
v — o0, the estimator has same asymptotic normality as NCE.

In addition to this situation, if noise distribution of NCE is non-stationary, that is,
the noise distribution in each epoch is chosen as a copy of the model result from the last
epoch, the gradient of NCE is equivalent to the MLE [15]. This kind of NCE is called
Self-contrastive Estimation (SCE) in [15]. The gradient of SCE is, following eq.(3.44):

dJ(ps) vpn(x) Oln py(x)
9 2 )+ o) P P

vp? (x Olnpy(x
=Y )~ (3.45)
O0lnpy(z)

= Zx: 1 j_ V[Pd(x) —Pe(x)]T,

where p, = p?, and p! is copied from py but independent from 6. the gradient of SCE is
also equivalent to MLE. The = can be folded into the learning rate.

In conclusion, NCE is equlvalent to MLE under certain conditions.

3.7.3 Connections between SM and NCE
As reported in [70], SSM can be regarded as a a special NCE where the noise distribution

Pn is chosen as model distribution perturbed by a small vector v py(z — v). Thus NCE
objective function will be:
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J(pg) = Eyrop, In (pe o f i(;)(x — U>> + vE,p, In (pe (95110_ (jp;(z)_ U)) , (3.46)

the objective function can be proved to have the following equivalent form by Taylor
expansion |71]:

d

02 Ey(x 1. OBy(z) )
arg min IEMd ij 8xax 52( Py v)?] +Ind+o(|lv]2),  (3.47)

=1

which is similar to the objective function of SSM.

3.8 Summary

In this chapter, we reviewed the definition of EBM and gave a comprehensive survey
on some important modern methods in designing EBMs, which more or less have inter-
nal connections with each others. All these methods have difficulties in training. For
example, for MLE-based methods, it is troublesome to estimate the partition function.
Although MCMC provides a solution, accurately sampling from a complex distribution is
still challenging. The adversarial training avoids the problem of sampling by constructing
a generator, however, the algorithm seems too redundant for an EBM. Because it involves
triple nested loops and the innermost loop actually is an EBM itself (MINE or Entropic
Estimation). SM is another important family of EBM, but it is usually consumes more
time than EBM and NCE. NCE is reported as the fastest methods for an unnormalised
energy model [22], and it has the effect of self-normalizing. In practice, we found several
obstacles in training a NCE, which will be discussed in Chapter 4.
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Chapter 4

The Obstacles of Training in
Noise-Contrastive Estimation

Although NCE is an effective estimator for EBM, there are some obstacles when training
the estimator. There are three hyper-parameters in NCE which will influence the training
in NCE, including the number of data samples N, the choice of noise distribution p, and
the portion of noise samples compared to data samples v. All these parameters have an
impact on the performance of the estimator. As stated in the original paper of NCE, it
is believed that if noise distribution is closer to the data distribution, the result of the
NCE estimator will be better. Although, in other research, it is shown the best noise
choice is related to both data distribution and the natural gradient of data distribution
when the estimator is optimal, the best noise is still highly related to data distribution.
However, during the practical experiments of NCE, it is found that choosing the noise the
same as data distribution does not necessarily yield an ideal output. Firstly, as shown in
figure 4.1, we set up an eight mixture Gaussian estimation task for NCE. Given different
fixed noise, we track the change of the unnormalized energy model, which is modelled by a
neural network in different epochs. Some phenomena are not as expected as the theoretical
results. When the noise distribution is exactly the same as the underlying data distribution,
the estimator is difficult or very slow to converge. As the Gaussian distributions’ variance
increases, the estimator converges faster. Secondly, as shown in figure 4.2, if the noise of
NCE is chosen as an 8 Gaussian mixture model with a larger radius, the estimator will
converge faster; however, the result of the estimator is not satisfying. This experiment
suggests that there may exist a trade-off between computational and statistical efficiency.

An elementary conclusion can be drawn from the two experiments. The choice of noise
distribution could strongly impact the statistical and computational performance of NCE
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but the result is not satisfying.
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when v is limited. There could exist a trade-off between them. We will use an example
of one-dimensional Gaussian estimation to decompose and investigate the obstacles in the
training of NCE. Specifically, we summarize three difficulties which affect NCE training.

4.1 Trade-off between Computation and Accuracy

The first problem of NCE training is a trade-off between computational resources and
accuracy. According to the theorems in Chapter 3. The NCE estimator will attain CRLB
when the number of data samples is large enough and the portion of noise data is large
enough. Given an arbitrary noise distribution, in order to achieve a better statistical result,
more noise data need to be sampled, which will result in more computational costs.

Here we consider a one-dimensional Gaussian estimation task. Suppose that data are
drawn randomly from a one dimensional Gaussian distribution, py ~ N(0,0.5%). Noise
distribution is also a one-dimensional Gaussian distribution p,, ~ N(0,0.5?). Energy model
is defined as E(z), whose distribution is P, ~ N (0,0?), P, (z) = % By changing
the number of data samples and the portion of noise data samples, different results of NCE
estimators under different situations can be achieved. After repeating the same experiments

50 times, the mean square error between 6 and data standard variance is calculated.

As shown in figure 4.3, the figure indicates the log 10 mean square error after repeating
experiments 50 times, with respect to the number of data samples. The red line shows the
situation when v is 1, which means the proportion of data sample and noise samples is
1:1. The green line shows the situation when v is 5, which means the proportion of data
sample and noise samples is 1:5. The green line shows the situation when v is 50, which
means the proportion of data sample and noise samples is 1:50.

With the increase in the number of data samples and the increase of the portion of
noise data, the estimator will have a smaller mean squared error. The performance of
the estimator is the same as expected. The NCE estimator is more accurate when v and
N increase, but at the same time, more samples in the training process will increase the
training time of NCE. Although the increase of the computational cost is not obvious in
the low dimensional task, it will largely increase when the dimension is high. For instance,
when the data dimension is 784, loading and computing 32 data samples and 32 noise
samples will take significantly less time than 32 data samples and 320 noise samples in a
batch.

Therefore, although compared to other unnormalized models, such as score matching
and contrastive divergence, NCE is believed to have advantages in computation cost, it
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Figure 4.3: Estimation Accuracy. The figure indicates the log 10 mean square error with
respect to the number of data samples. The red line shows the situation when v is 1, which
means the proportion of data sample and noise samples is 1:1. The green line shows the
situation when v is 5, which means the proportion of data sample and noise samples is
1:5. The green line shows the situation when v is 50, which means the proportion of data
sample and noise samples is 1:50. The X-axis shows the numbers of training data.

could also be computationally costly if the portion of noise data increase. Then when the
computational resources are limited, the choice of noise should be considered seriously.

4.2 Density Chasm

4.2.1 Definition of Density Chasm

The second obstacle of training an NCE is called density chasm. The density chasm is firstly
described in the classification tasks [62]. The density chasm is usually meant to describe
the phenomenon of estimator failure due to the huge gap between data distribution and
noise distribution. Usually, NCE can achieve a decent result when the KL divergence of
the data distribution and noise distribution is small [47]. However, the estimator could be
extremely inaccurate or even fail when the KL divergence of data distribution and noise
distribution is sufficiently large. Theoretically, we already know when the data samples N
are sufficiently large, according to Theorem 3.1, no matter what choice of noise distribution
is, the estimator will always converge to the energy of data. However, practically, it is
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Figure 4.4: The black line could easily distinguish the difference between data and noise,
but it is far from the distribution of data.

impossible to have infinitely large samples. In addition, it is difficult to directly find a
noise distribution which has a sufficiently small KL. divergence with the data distribution.
In this situation, if a "bad" noise distribution is chosen, the estimator may never find the
correct answer.

For instance, when both data distribution and noise distribution are Gaussian distri-
butions. The noise distribution corresponds to a Gaussian distribution with a mean of 3
and a standard variance of 0.5, while the data distribution is defined as with a mean of -3
and a standard variance of 0.5. As shown in figure 4.4, intuitively, it is easy to find energy
which can easily distinguish the sample data between noise data, which will cause the loss
function to fail to go down anymore.

Figure 4.5 and figure 4.6 give us a hint about when and how the density chasm between
data and noise will affect the NCE estimator. The experiment is conducted by randomly
choosing ten samples for both data and noise. The energy is constructed by a simple three
layers neural network, and NCE will be updated for ten epochs. The figure shows how the
energy changes in these ten epochs. From the figure, it can be found that when the sample
and noise data are not overlapped, the energy model is difficult to learn the distribution
of data, but for the area where sample and noise data are overlapped, it has an expected
"pulling up" and "pushing down" effect.

The above experiment provides an intuitive understanding of density chasm; however,
its formal definition has never been mentioned. In the paper which mentioned density
chasm first [62], it suggests that K L(pg||p,) could be the measure of density chasm. Es-
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Figure 4.5: The blue and red dots are the samples of data and noise. Each group consists
of ten points. The lines indicate the change during the training of energy. The colours
are blue, orange, green, red, purple, brown, pink, grey, yellow and cyan. The energy will
be pushed down where blue dots are located while pushing up where red dots are located.
However, the energy will not be learnt correctly because blue dots and reds dots are not
overlapped. This is the situation of density chasm affecting the performance of the energy
estimator.
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Figure 4.6: The blue and red dots are the samples of data and noise. Each group consists
of ten points. The lines indicate the change during the training of energy. The colours
are blue, orange, green, red, purple, brown, pink, grey, yellow and cyan. The energy will
be pushed down where blue dots are located while pushing up where red dots are located.
However, the energy will be learnt correctly because blue dots and reds dots are overlapped.
This is the ideal situation for noise.

49



pecially, the NCE estimator will be failed, when the K L(pg4||p,) is larger than 20 nats
according to the empirical results [47]. However, it needs to specify that although one can
use K L(pg||pn) as a uniformed metric to define the density chasm, the performance of the
estimator could behave differently according to different sets of noise data. We argue that
the KL divergence is not an accurate measure of the goodness of the noise choice by giving
the following empirical experiments.

Taking two one-dimensional Gaussian distributions as example, the KL divergence can
be expressed as (4.1). The KL divergence will have different performances when different
parameters dominate the value of KL. divergence. For example, the KL divergence is large,
when o, is sufficiently large, or u, is sufficiently large. We argue that the result of NCE will
behave much differently given different o,, and p,, under the same value of KL divergence.

On 04+ (fta — pin)’
KL n) =1In-— 4+ -4 o
(Pallpn) n -+ 207

(4.1)

N | —

Suppose the data distribution is known. The experiment is to use an energy model
Ey(x), which is from the same parametric family as the data. The model is defined as
normalized distribution P, ~ N (g, 02), Py (z) = %, which contains two param-

fxEX

eters iy and gy. Data are drawn randomly from a one-dimensional Gaussian distribution,
pa ~ N(0.0,1.0%). According to eq.(4.1), the relation between log;, ||ue|| and log,, oy of
noise, when the KLLD between data and noise is fixed is plotted as figure 4.7.

Given the fixed KLD, we compare the different performances of the estimator with
different p and o. The results are listed in table 4.1. For example, when the noise dis-
tribution is p,; ~ MN(0,14655478%), K L(p4||pn1) = 16, when the noise distribution is
Pno ~ N (5.657,1.0%) , K L(pg||pn2) =~ 16. However, the performance of the two estimators
is different, as shown in Figure 4.8. The estimator with p,; has a better performance than
the estimator with p,» when the number of data, and initialization of the energy model
are exactly the same. Similar results also happen in other pairs of noises: when the KL.D
is the same, the noise distribution with a large variance and a same mean with data will
yield a better estimation than the noise that has the same variance and a different mean
with data.

Comparing two extreme situations in Figure 4.8, both noises have the same KL diver-
gence, but the difference in mean and variance of the noise will change the behaviour of
the estimator. Choosing a noise which has little bias on mean and large variance will lead
to a better estimation result. On the contrary, a slight bias in choosing the mean of noise
will lead to a larger bias in the estimation when the variance is small. In other words,
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Figure 4.7: The figure shows the relation between log, ||| and log,, oy of noise, when
the KLD between data pg ~ A(0.0,1.0?) and noise is fixed.
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Figure 4.8: The figure shows the change of energy parameters oy, pp during the NCE

training with the noise distribution of p,; ~ N(0,14655478%) and p,» ~ N(5.657,1.0%)

respectively.
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Data Distribution Noise Distribution KLD MSE(op)  MSE(ug)
N(0.0,1.0%) N(1414,1.0%) 1 001076 0.01015
N(0.0,1.0%) N (0.0, (10%6%)%) 1 0.002263  0.000030061
N(0.0,1.0%) N(2.828,1.0%) 4 001910  0.05297
N(0.0,1.0%) N(0.0, (101951)2) 4 0.003082  0.0008922
N(0.0,1.0%) N(4.0,1.0%) 8 0.1619 0.48700
N(0.0,1.0%) N(0.0, (103692)2) 8 0.03383 0.002947
N(0.0,1.0%) N (4.899,1.0%) 12 0.1855 0.9475
N(0.0,1.0) N(0.0,(105429)2) 12 0.105294  0.002840
N(0.0,1.0%) N (5.657,1.0%) 16 0.3467 2.1905
N(0.0,1.0) N(0.0,(107166)2) 16 0.72772  0.004389

Table 4.1: Accuracy of NCE estimators with different noises.

given the same KLD between data and noise, choosing a noise that has a larger variance
is better than the noise that has a smaller variance. This experiment first tells us that
the KLD between data and noise is not an absolute standard to measure how good or bad
noise is. Secondly, it provides us with a hint about how to choose a noise which is good
for NCE, when we have limited information about the data distribution.

4.2.2 Analysis of Density Chasm
4.2.2.1 Gradient of Loss Function

We continue to take one-dimension Gaussian distribution estimation as an example. Sup-

pose we have a data distribution which has a known distribution as Py ~ N(0,0*?), and

the noise distribution is chosen as a same parametric family distribution with the same

mean and different variance, B, ~ N (u,,c2). And the energy model Fy(x), its distribution
e—Eo(@)

Py ~ N(pg,03), Pn(z) = TP According to the NCE loss function:
zex ©

L(z) = —E,p,In(S(In P, (z) —In P,(2))) — Ezup, In(1 — S(In P, (x) — In P,(x)))

= E,.p,In (S(ln I;’;””((;) )) — E,ep, In (1 —~ S(In ];’:8 )) ) 42
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S() = : (4.3)

n )= Fn(2) :
P,(z) P (z) + P,(x)

According to the connection of NCE and supervised learning:

(4.4)

o) =B g g ) < Beenn(1- s )
R U e ) B G L

Substitute the P, and P, with Gaussian distribution. Then the following can be obtained:

7(9?—H29)2
1 20
0
Pm('r o 09\/271'6
P(x) 4+ P,(z) _(amng)? _ (e=pn)?
1 e 20—3 + 1 e 20%
gg\V 2w onV 2T 4
v X (4.6)
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14 %ee 207 202
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(4.8)
In order to optimize through loss function (4.8), the gradient of the L(z, oy, uy), with
respect to oy and g is calculated as following:
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From the result of eq.(4.10), let p, = 0, uqg = 0, g = 0, the following equation be derived:

»

2

OL(x,09,0) Z (02 — z%)e* B o (0 —a?)e>r (4.11)
’ w~Pi g2(0ge?s + ope2h ) a~Pa 03 (09e% + 0,e27%)

D

Figure 4.9 plots the graph of function 4.11 given different choice of noise. Because it is
difficult to calculate the integral, we sample (N = 50000) data to simulate the integral. As
shown in figure 4.9, the figure plots the values of gradients with respect to the value of model
parameters, given different choices of the noise distribution. Suppose the data distribution
corresponds to a one-dimensional Gaussian distribution A/(0, 1), the model distribution
corresponds to a one-dimensional Gaussian distribution N(0, 02,), and the noise are chosen
as NV(0,12), N(0,22), N'(0,52), N'(0, 10%), N'(0,1000%), respectively. From the graph, it can
be observed that with the increasing standard variance of noise distribution, the gradient
approaches zero. When the noise variance is large enough, the gradient is almost zero
everywhere. When the noise is close to the data distribution, the signal of the gradient is
stronger.

We consider another situation of mean estimation. Suppose we have a data dis-
tribution of one-dimensional Gaussian N(0,1), the model distribution corresponds to a
one-dimensional Gaussian distribution N (g, 1), and the noise distribution are N'(0,1?),
N(2,12), N'(4,12), N(6,1%), N(8,1?), N'(10,1%) respectively. We plot the graph of gradi-
ent value with respect to the mean of the model under different choices of noise mean, as
shown in figure 4.10. From the graph, we can find that when the mean of noise is close
to the data distribution, the gradient signal is very strong; however, when the mean of
noise is different from the data mean, the gradient of the model will approach zero almost
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Figure 4.9: The figure shows how the value of gradient changes with respect to the sigma
of model parameters. From the graph, it can be observed that with the increase in the
standard deviation of noise distribution, the gradient approaches zero. When the noise
variance is large enough, the gradient is almost zero everywhere. When the noise is close
to the data distribution, the signal of the gradient is stronger.

everywhere (pink line).

Comparing the two experiments, it can be summarized that the behaviour of the NCE
estimator is sensitive to the noise distribution. From a perspective of the absolute value of
mean and variance, NCE is more sensitive to the change in mean. The choice of mean and
variance are in different orders of magnitude. For example, when the data distribution is
N(0,1), the noise distribution could be chosen as A/(0, 1000%) which still works for NCE.
However, if the noise distribution is chosen as N (1000, 12), the NCE will completely fail
to converge. The redundancy for value choice of variance is much larger than the choice of
the mean. Therefore this experiment provides a guide for choosing noise for NCE. Given
the same KLD, a noise which has a larger variance should be considered. This tip will
be helpful in the practical training of NCE. By applying this tip, if the noise of NCE is
defined as a Gaussian or mixture Gaussian distribution, one should first find the mean or
means of the data and apply a large variance.
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Figure 4.10: The figure shows how the value of gradient changes with respect to the mean
of model parameters under different choices of noises. The graph shows when the mean
of noise is close to the data distribution, the gradient signal is very strong; however, when
the mean of noise is slightly different from the data mean, the gradient of the model will
approach zero (pink line).

4.2.3 Solutions to the Density Chasm
4.2.3.1 Choice of Noise Data

The problem of density chasm happens when the data distribution and noise distribution
are too far away from each other in the measure of KL divergence. Therefore, a straight-
forward method is to have a better choice of the noise distribution. Given a fixed amount
and portion of noise data, there should exist an optimal noise that can result in the most
accurate estimation. In the original paper, the author suggests the optimal noise should be
as close as the data distribution [20]. Another article argues that the best noise data should
be related to the data distribution times its natural gradient [6]; however, the conclusion is
hardly useful for practical training. Although it is still in doubt what the best noise data
should be, the choice of noise should be highly related to data distribution which needs
to be estimated. This becomes a chicken or egg problem. If one could know the density
of data distribution, then it is unnecessary to estimate with NCE. So it is impossible to
choose an "optimal" noise for NCE, but it is possible to choose a "not bad" noise that will
not fail NCE.

We give several criteria for a good initialization of noise distribution.

59



e First, the noise distribution should be a distribution that can be easily sampled from.

e Second, the noise distribution should be a distribution that can be easily analytical
expression for the log-pdf.

e Third, the noise distribution should be a distribution that has a similar mean of data
distribution and has a large variance of data distribution.

Therefore, we suggest one can use a Gaussian mixture distribution as noise whose means
are the centers of data found by the k-means algorithm. With the training of NCE, one
can adjust the noise as an adaptive noise that moves towards data distribution gradually
to enhance the accuracy of the NCE estimator.

4.2.3.2 eNCE and Normalized Gradient Descent

The consequence of the density chasm caused by the gap between KL divergence can also
be solved by applying the normalized gradient descent (NGD). The density chasm will
cause the flatness of the loss function. A combination of changing the loss will also solve
the problem. It is reported that if we change the objective function to an eNCE, which is
defined through the following objective function [47]:

pn(x)’ (4.12)

It is also reported that combining NGD with the eNCE can solve the density chasm problem
[47].

4.3 Stuck Stage of Training

The third obstacle to training the NCE is when the NCE estimator is defined as an unnor-
malized model, the loss function seems to be "stuck" in the process of training when we
observe the loss function. In the above discussion, the model is restricted as a normalized
model. We extend our experiments into the unnormalized model. During the training
process, it can be found that the loss function has a stage of fake convergence, which will
be misunderstood as the finish of training. We investigate the reason for the stuck stage
of the NCE training with empirical experiments.
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The experiment settings are set similarly to above, as a one-dimensional Gaussian
estimation task. Suppose the data distribution is known. Data are drawn randomly
from a one-dimensional Gaussian distribution, pg; ~ N(0,1.0%). Noise distribution also
are defined as one-dimensional Gaussian distribution p,; ~ N(0,1.0%), p,a ~ N(0,2.0%),
Pz ~ N(0,5.0%), poa ~ N(0,10.0%) respectively. Energy model is defined as F(x) + c, its

distribution P,, ~ kxN(0,0?), P,,(x) = % The change of normalizing constant,
rzeX

mean and variance of the energy model are tracked. The figure 4.11 and figure 4.12 show
the result of NCE parameters under different noise settings.

From the graphs, it can be observed that the learning of normalizing constant have
an influence on the behaviour of the loss function. The loss seems to be stuck during the
learning estimator. A similar phenomenon also happens in MINE. The main reason behind
it could be the self-normalizing effect of the estimator. At the beginning of training, the
gradient signal comes from the changing of the normalizing constant. Then the normalizing
constant converges to the ground truth slowly. It can also be found that the stuck stage
of loss function will be longer when the noise distribution is close to the data distribution.
With the increase of the noise variance, the phenomenon will be largely reduced. In
addition, the noise with a larger variance will lead to a faster convergence for the loss.
These two phenomena also encourage us to choose a noise that has a larger variance
for NCE. Recall the experiments of 8 Gaussian estimation experiments mentioned at the
beginning of this chapter; the stuck stage can explain the slow convergence of NCE when
the noise is chosen as the same as data distribution.

4.4 Summary

In this chapter, we decompose and investigate several possible training obstacles in NCE
training. The first obstacle tells us that although theoretically, NCE guarantees its fea-
sibility with all noises as long as it is positive everywhere, practically with a bad noise,
NCE may require a large portion of noise data which costs more computational resources.
The second obstacle is the density chasm, which will fail the training of NCE. The third
obstacle tells us that when the noise is close to the data distribution, it may cause the stuck
in training. The first one tells us that the portion of noise sample matters. The second and
third one tells us choice of noise distribution will affect both accuracy and efficiency. All
the obstacles actually are related to one question, which is what is a relatively good noise
which makes NCE work both statistically and computationally efficient. Through our ex-
periments, we specify that a noise which has a close mean to the data and a wider variance
is a good choice. It can not only generate enough gradient signals but also can accelerate
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Figure 4.11: The figure shows the stuck stage of training an unnormalised NCE estimator
when the noise is pn1 ~ N(0,1.0%) (left), ppe ~ N(0,2.0%) (right). The flatness of loss
function is highly related to the learning of normalizing constant. The increasing of noise
variance will reduce the phenomenon of training stuck; however, the estimator will be less
accurate.
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function is highly related to the learning of normalizing constant. The increase in noise
variance will reduce the phenomenon of training stuck; however, the estimator will be less
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the training process and reduce the stuck time of loss function, although the statistical
performance may not be perfect. In order to take care both accuracy and computing time,
we recommend to use adaptive noise for NCE. Therefore we propose an adaptive NCE
framework which can overcome the obstacles of NCE and guarantee statistical efficiency.
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Chapter 5

Energy Based Adaptive Noise
Contrastive Estimation

Comparing all the EBMs and considering all the obstacles of NCE, we design a framework
for energy-based model. The idea comes from the practical performance of NCE. We know
that there exists a computational and statistical trade-off in the choice of NCE. Therefore,
it is natural to design an NCE with an adaptive noise to balance both computational and
statistical performance. The adaptive noise contrastive estimation consists of two sets of
learned parameters: adaptive noise and energy model. We choose adaptive noise as a
Gaussian mixture model, because it is easy to sample from and the log-pdf of the Gaussian
mixture model is easy to calculate. An energy model can be designed as a neural network
whose inputs are training data and outputs are energy scalars.

5.1 Gaussian Mixture Model

A Gaussian Mixture Model (GMM) is a probabilistic model which is comprised of n Gaus-

sian distributions, weighted by w € wy, ws, ..., w,, where > = 1. Each Gaussian distri-
i=1

bution in the mixture model consists of mean p and covariance . As showed in figure

5.1.

Suppose the data x € R™, the mean of each Gaussian distribution is defined as a tensor
with a dimension of m, u; € R™. Usually, there are several different forms of GMM in
practice, including diagonal GMM, low-rank GMM and full-rank GMM. The difference of
these three GMMs is how to define the covariance matrix YJ; of each Gaussian distribution:
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Figure 5.1: An example of Gaussian mixture model in one dimension.

e Diagonal GMM: ¥; = 0,07, where o; is a tensor with dimension of m, o; € R™

e Low-rank GMM: ¥; = diag(d;) + o;diag(s;)o}, where o; is a scale perturb factor
with dimension of m x I, o; € R™*! usually | < m, d; is a scale diagonal matrix
with dimension of m x m, o; € R™*™  s; is a scale perturb diagonal matrix with

dimension of [ x [, o; € R,

e Full-rank GMM: X; = 0,07, where o; is a tensor with dimension of m x m, o; € R™*™

Diagonal GMM can be chosen for low-dimensional data, while low-rank GMM can be
chosen as the noise model for high-dimensional data. The probability density function of
GMM can be written as:

pannan(e) = 3w [det(2am) Feap(—3 (@ — ) S @ - w)) (5)

i=1

The GMM is easy to sample from and the log-pdf is easy to compute. In addition,
for the noise of NCE, we do not require the noise to have a large capacity to express the
data distribution perfectly. We only need a noise which can roughly simulate the data
distribution. Therefore, GMM is a reasonable choice of noise. Our goal is to update the
GMM towards data distribution during the training of NCE.
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5.2 Algorithm of Energy-based Adaptive Noise Contrastive
Estimation with Gaussian Mixture Model

We advise a framework which can apply adaptive GMM. Similar to GAN, we can define
an objective function with a mini-max form:

mqjin max J(0,9) = m(gn max Epp, In{0[—Eg(x) — Inpg(x)]} + Epnp, In{1l — o[~ Ey(z) — In py(x)]},
(5.2)
where 6 is the parameter of energy model, and ¢ is the parameter of GMM noise. The
objective function consists of two parts: updating # by maximizing the objective function,

and updating noise ¢ by minimizing the objective function. The algorithm is shown as
follows:

Algorithm 5.1 Energy-based Adaptive Noise Contrastive Estimation

Initialize energy 6
Initialize GMM noise ¢
Set 7 =0
while j < epoch do
while k steps do
Sample y1, Y2, ..., yn from y ~ P,
Sample z1, xo, ..., x, from data

Update energy 6 by maximizing objective function: 13 In{o[—FEy(z;) —
i=1

hm%ﬁﬁ+%émﬂ—0P%@0—mmwm}
end while -

Sample y1,ya, ..., Yy, fromy ~ Py
Sample 1, o, ..., x, from data

Update GMM noise ¢ by minimizing objective function: % 3 In{o[—Ep(z;) —
i=1

hmwmu+%émﬂ—ak%@0—mmwm}
j=j+1 =
end while

Same as GAN, the log trick can also be applied to adaptive noise contrastive estimation
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at the beginning of training noise GMM ¢.

5.3 Optimality of Energy-based Adaptive Noise Con-
trastive Estimation with Gaussian Mixture Model

The optimality also consists of two parts, the optimality of energy and the optimality of
noise. First, we need to investigate the optimality of energy given any noise.

5.3.1 Optimality of Energy

When the noise is fixed, the objective function is exactly the same as NCE. The energy
will reach its optimum when and only when the energy model matches the negative log-
likelihood of data distribution. The objective function of the energy learning phase is:

max J(0,9) = mngEmdi Ino[—Ey(x) — Inpy(x)] + Esnp, In1 — o[—Ep(x) — Inpy ()],
(5.3)

according to the optimality of NCE, by maximizing the objective function, when and only
when Fy(z) = —Inpg, the objective function reaches its maximum.

5.3.2 Optimality of Noise

efES* (z)

T @ = Pd the objective function
TEX

Given the optimal energy Fy-(x), where p! (x) =

can be written as:

J(07,¢) = Borop, n{o[=Ep- () = Inpy ()]} + Eonp, {1 — o[ Ep- (x) — Inpy(2)]}

I M

= Bl Pi(z) + p¢(x)] ¥ Bl () + qu(x)] (5.4)
- : pd<x) T 0 p¢($) —In .
=B Tt @y 2T Bl o

(pa(z) + po(z))/2
= JSD(pg,pa) — In4.
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Therefore, after the optimal energy is reached, minimizing the objective function by up-
dating ¢ is equivalent to minimizing JSD between p, and pg, which leads to the optimality
of noise.

Different from GAN, it is not necessary to achieve the optimality of noise for ANCE, so
in practice, we can train energy more times than training noise in each epoch to guarantee
energy reaches its optimality.

5.4 Results of Adaptive Noise Contrastive Estimation

5.4.1 Feasibility of Adaptive Noise Contrastive Estimation

In this section, we use synthetic data to demonstrate that Adaptive Noise Contrastive
Estimation (ANCE) is a feasible energy model, even when the noise data is considered
a "bad" noise in the context of NCE because ANCE will be self-corrected towards data
distribution.

Considering a two-dimensional 8 Gaussian mixture model as data distribution, whose
data distribution is:

paaal) = Y % - [det(zm)—%emp(—%@ ) o (= )], (5.5)

{0 0.05 . 101 1 1 1 1
where o = |:005 0 :|7:u1 - [07 _1]7 [07 1}7 [1’0]7 [_170]7 [_ﬁu 75]7 [757 _75]7 [_757 _75]7

[\/LE’ iz] respectively. The data is shown in figure 5.2. We compare different performances
of NCE and ANCE under the same noise initialization. The energy of NCE and ANCE
are equally modelled by a three-layer neural network. In order to compare the statistical
performance, we selected points on a circle with a radius of 1 and a line where the energy
scalars of data distribution and energy model are recorded, as shown in figure 5.3. In
addition, we sample data from energy by Metropolis-Adjusted Langevin Algorithm.

The first pair of comparison results are shown in figure 5.5 and figure 5.6. The noise of
NCE and initialized noise of ANCE are chosen as:

Proise1(T) = Zé . [det(27r01)_%exp(—%(x — i) o e — )], (5.6)
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Figure 5.2: The figure shows the data to be estimated.
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after the training of model.
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Figure 5.4: The left figure shows samples from the noise distribution p,.s.1 and data
distribution pg.,. The right figure shows samples from adaptive noise of ANCE after
training. The noise distribution is updated toward data distribution.

0 5
where 01 = [5 0]7 Hi = [Oa_l]a [Oa ]-]7 [1a0]7 [_170]7 [_\/Lia\/LiL [\/Lﬁa_\/LiL [_\/Li:_%]a

[\/L? \/Li]’ which has a larger variance than data distribution, as shown in left of figure 5.4.
Figure 5.5 shows the results of NCE with p,ise1. Figure 5.6 shows the results of ANCE
with initialized noise p,ise1 training with the same epochs. The result shows that ANCE
performs better because the noise distribution moves towards data distribution, as shown
in the right of figure 5.4.

The second pair of comparison results are shown in figure 5.8 and figure 5.9. The noise
of NCE and initialized noise of ANCE are chosen as:

Pussca() = 3 det(2mo)Hean( =3 (0 — o) o (0 = ), (5.7
where oy = 1 o] i = [0,-5), [0.5], [5,0], [-5.0], [~ 3], (5. ~&], - —3.

[\%, \%], which has a larger radius than data, as shown in left of figure 5.7. In this situation,
noise distribution also moves towards data distribution, leading to better estimation.

From the above experiments, it can be found that when the noise is not an ideal
noise, it will affect the performance of NCE, significantly when the noise and data are not
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Training Results of NCE
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Figure 5.5: The figure shows the training results of NCE with noise ppoise1-
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Training Results of ANCE
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Figure 5.6: The figure shows the training results of ANCE with initialized noise p,gise1-
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Figure 5.7: The left figure shows samples from the noise distribution p,.s.2 and data
distribution pg.,. The right figure shows samples from adaptive noise of ANCE after
training. The noise distribution is updated towards data distribution.

overlapped in most regions, for example, in the second experiment. However, with the
application of adaptive noise, the performance will be significantly improved.

As shown in figure 5.10, the figure shows the loss value during the training of NCE and
ANCE.

5.4.2 Maximum Mean Discrepancy

In order to quantify the evaluation of the energy model, we apply MALA to sample data
from the energy model and compute the maximum mean discrepancy between validation
data and samples. Maximum Mean Discrepancy (MMD) is a probability measure which is
often used to compare the difference between observations from two distributions [17]. The
distance is based on the idea of embedding probabilities in a reproducing kernel Hilbert
space (RKHS). [76] The general form of MMD is defined as [18]:

Definition 5.1. F is a class of functions f : X — R, p and q are two distributions
respectively, the MMD 1is defined as:

MMD(F,p,q) = sup Eop(f (2)) + Eynq (f (), (5-8)

fer
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an empirical estimate of the MMD between two datasets is defined as:

MMD(F,p.q) —supz o)+ Y (F) 59)

fer
where x;, y; are observations from distribution p and q.

In practice, the empirical estimation of MMD is accessed through the square of MMD
by the following equation:

MMD*(X,Y) = ) DD k(w, )2 ZZMH% ZZkyl,yj,

i g i g
(5.10)

where k(-, -) is a kernel function. One of the most common kernels is Radial Basis Function
(RBF), where:

202

k(z:,7;) = exp (M> (5.11)

Because it is difficult to directly evaluate an unnormalized energy model that is con-
structed through a neural network, we quantify the statistical performance indirectly
through MMD by sampling from energy with the MALA algorithm. In the following
experiments, we will use MMD to measure the accuracy of the energy model.

5.4.3 Experiments on Other Synthetic Dataset

Comparisons between NCE and ANCE are shown in different synthetics datasets, includ-
ing two-circles, two-sines, swissroll, two-spirals, and target datasets. The experiment is
conducted under the same settings of the same initialized noises. As shown in figure 5.11,
ANCE achieves better results than NCE, in which the noise is regarded as an awful noise.
Table 5.1 shows the MMD between samples and data for NCE and ANCE.

5.4.4 Trade-off Effect of ANCE

In this section, we choose 8 Gaussian whose variance is 0.05% as a dataset to demonstrate
the trade-off effect of ANCE compared to NCE. As shown in figure 5.12, 4 different noises
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Figure 5.11: The figure shows the results of NCE and ANCE with the same initialized
noises.
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Dataset MMD of NCE MMD of ANCE
8 Gaussian 0.256 0.042
Two-circles 0.259 0.041
Two-sines 0.215 0.038

Swissroll 0.187 0.063
Two-spiral 0.162 0.072

Target 0.263 0.048

Table 5.1: MMD between samples from energy model and data for NCE and ANCE.

whose variance are 0.12, 1.0%, 10.02, 100.0? respectively are chosen for NCE. It can be
found that when the noise is close to the data distribution, such as NCE1 in the figure, the
convergence of NCE is very slow; when the noise is far away from the data distribution,
such as NCE3 and NCE4, the statistical performance of NCE is unsatisfying. Only when
the noise is "ideal" for NCE, such as NCE2, the statistical and computational performance
of NCE will be both satisfied. In this experiment, the initialled noise of ANCE is set as
the same as NCE3. In order to compare the computational performance between NCE
and ANCE, both the NCE updating process and GMM updating process are considered
one iteration, which means each epoch which contains one update of NCE and GMM is
considered as two iterations in ANCE. We compared the MMD between the validation
dataset and sampled data from the trained energy in each iteration in different settings.

From the result, the trade-off effect can be demonstrated through the above experi-
ment. Although ANCE converges less quickly than NCE when the noise is chosen ideally,
ANCE achieves the same statistical performance. Moreover, ANCE improves both training
accuracy and speed when the noise is considered a terrible noise for NCE.

Applying similar experiments to other datasets, we record the MMD between energy
samples and data for NCE under different noises and ANCE, as shown in table 5.2. The
GMM noises for NCE (NCE1, NCE2, NCE3, respectively) are set with the same means
but different variances (3.0, 30.0, 300.0, respectively)for each NCE. From the table, it can
be found that with an increase in the variance of the noise, the NCE estimator will be less
accurate. By applying the ANCE, the accuracy of the estimator will not be affected by
choice of noise.

In summary, several conclusions can be drawn from the graph and table:

e For NCE, a noise that is very close to data distribution is not a good choice because
the convergence of training will be very slow.
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Figure 5.12: The figure shows the MMD of NCE and ANCE while training. The noises
of NCE are set as o = 0.1,1.0,10.0, 100.0 respectively. The initialed ANCE noise are set
as 0 = 10.0. The top figure shows the MMD of each set with respect to iterations. The
other four show the training data and noise data in four different settings.
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Dataset ~ MMD of ANCE MMD of NCE1 MMD of NCE2 MMD of NCE3
Two-circles 0.041 0.039 0.152 0.259
Two-sines 0.038 0.040 0.163 0.215

Swissroll 0.063 0.052 0.149 0.187
Two-spiral 0.072 0.082 0.159 0.162

Target 0.048 0.046 0.237 0.263

Table 5.2: MMD between samples and data for ANCE and NCE under different noises.

e For NCE, when the noise is significantly different from the data, the accuracy of the
estimator is limited.

e ANCE can achieve a trade-off effect which not only achieves good statistical perfor-
mance but also overcomes the disadvantages of NCE brought by the bad choice of
noise.

5.4.5 Comparison among NCE, NCE with NGD and ANCE

It is reported that Normalizing Gradient Descent (NGD) can partially solve the problem
brought by density chasm [47]. Here we compare the different effects of ANCE and NCE
with NGD. As is shown in figure 5.13, NCE with NGD will only slightly accelerate the
training of NCE but it will not help improve the statistical performance. On the contrary,
ANCE can improve statistical performance significantly. Normalizing gradient descent is
equivalent to clipping by norm, which will intensify the gradient signal, but it will not
change the statistical performance due to the noise gap.

5.4.6 Byproduct of ANCE

In addition to the energy model, ANCE also generates a byproduct - a GMM model that
can estimate the data distribution. The following results show the results of the GMM
model of ANCE. GMM achieves a reasonable estimation of data distribution, which proves
the effectiveness of the GMM updating process of ANCE.

Similar to GAN, balancing the training of GMM and the energy model is essential
in ANCE as well. But unlike GAN, which is often believed to achieve a better result
by training discriminators fewer times than training generators in each epoch, it is not a
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Figure 5.14: The figure shows the GMM results of ANCE.




requirement in ANCE. As a byproduct of an energy-based model, it is not necessary to
request that GMM be able to reconstruct the data distribution as accurately as possible.
In fact, we found that when the GMM model converges to data distribution too fast, the
performance of energy may not achieve optimality. In other words, training GMM fewer
times will not affect the performance of energy and even may lead to a better result. The
process of training energy surpassing training GMM is acceptable in ANCE.

5.4.7 Comparison between NCE and ANCE in High-dimensional
Dataset

In this section, we train NCE and ANCE with MNIST dataset to demonstrate the feasibility
of algorithms in high-dimensional data. First of all, we choose a Gaussian distribution as
the noise to train NCE with MNIST. We found that it is very difficult to train NCE when a
Gaussian distribution or uniform distribution is chosen. Even though we choose a mixture
Gaussian as the noise distribution, NCE may face serious numerical problems. ANCE will
overcome the problem with careful tuning and balancing between GMM and energy model.
In this experiments, we simulate anomaly detection by rotating the image with different
angles. As shown in figure 5.15, ANCE shows a significantly better result than NCE. The
left figure shows the energy of number 7 and the right shows the energy of number 9.
When number 9 is rotated 180 degrees, it changes to six, so the energy here is low. For
number 7, when the number is rotated 180 degrees, although it is lower than the top, but
still higher than - 2600. This results shows that ANCE is feasible and outperforms NCE
in high dimensional data.
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Figure 5.15: The figure shows the simulation of anomaly detection by rotating the image

with different angles. From the result, it can be found that ANCE shows a significantly
better result than NCE.
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Chapter 6

Overview, Future Work, and Conclusion

6.1 Overview

In this thesis, we propose an effective energy-based model based on noise contrastive esti-
mation. In summary, we made the following contributions.

Firstly, we decomposed and investigated several obstacles in the training of NCE. Our
experiments with one-dimensional Gaussian data demonstrate three issues that may di-
rectly influence computational or statistical efficiency. The first obstacle tells us that there
is a trade-off between training speed and accuracy inherently in NCE itself. With more
noise data loaded, the accuracy will increase, but the training speed will be slower. The
second obstacle is that when the computational resources are limited, the choice of noise
will play a critical role in NCE. The density chasm brought by the difference in means of
data and noise will fail the NCE. The third problem in NCE is a stuck stage of the loss
function in NCE which is more apparent when the noise distribution is close to the data
distribution. The three issues in NCE lead to a suggestion of noise choosing: it is better
to choose a noise which has a much more significant variance compared to data distribu-
tion than the one that has a smaller variance, although it will sacrifice the accuracy of
estimation.

Secondly, to solve the problems in NCE and avoid the negative influence of the choice of
noise, we propose a framework of ANCE, in which the adaptive GMM noises are updated
towards the data distribution. The ANCE can achieve better accuracy and training speed
efficiency than the pure NCE when the noise of NCE is not "optimal." ANCE eliminates
the negative impact on NCE brought by the bad choice of noise.
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6.2 Future Work

There are several directions for future works and improvements.

Firstly, we studied the density chasm, which fails NCE training. We argue that it is
inadequate to use KL divergence to measure the density chasm. However, the question
about how to define a good or lousy noise remains. From the empirical experiments,
we know that there should exist an optimal noise for NCE from the perspective of the
accuracy of the estimator. Moreover, the optimal noise for NCE may not be the same as
the data distribution, which is quite counter-intuitive. An interesting question is whether
it is possible to reach the optimal noise and how it can assist in improving the accuracy of
NCE. If it is possible to construct an objective function which drives the noise approaching
the optimal noise, the statistical performance of NCE could be significantly improved.

Secondly, we provide a revised NCE framework with adaptive noise. Through our
experiments, we found that an adaptive noise can significantly overcome the disadvantages
of NCE and improve training efficiency. In this framework, we use GMM as noise. Actually,
applying other popular probability models is also feasible as long as it is easy to sample
and the pdf is easy to compute. For example, it is an attractive research topic to combine
normalizing flow models or auto-regressive models with NCE.

Thirdly, more application scenarios of ANCE deserve more research. Especially when
the data is highly dimensional, ANCE with GMM may not achieve the expected results.
The main reason presumably lies in the limitations of the Gaussian mixture model.

Fourthly, the shortcomings of ANCE mainly include: it need to be well tuned to balance
the GMM and energy model. Also we need to carefully avoid numerical error, especially
when the data is high dimensional. It is still worthy to research on the training techniques
of ANCE.

6.3 Conclusion

We studied the obstacles in the training of NCE. In order to overcome the challenges in
choosing the noise of NCE, we proposed a revised version of NCE that involves an adaptive
GMM noise. Adaptive noise based NCE can accelerate not only the convergence but also
increase the statistical efficiency.
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