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Abstract

The initial weight vector to be used in supervised
learning for multilayer feedforward neural networks
has a strong influence in the learning speed and in
the quality of the solution obtained after
convergence. An inadequate initial choice may cause
the training process to get stuck in a poor local
minimum, or to face abnormal numerical problems.
In this paper, we propose a biologically inspired
method based on artificial immune systems. This
new strategy is applied to several benchmark and
real-world problems, and its performance is
compared to that produced by other approaches
already suggested in the literature.

1. Introduction

The importance of a proper choice for the initial set
of weights (weight vector) is stressed by Kolen and
Pollak [12]. They showed that it is not feasible to
perform a global search to obtain the optimal set of
weights. So, for practical purposes, the learning rule
should be based on optimization techniques that
employ local search to find the solution [19]. As an
important outcome of their procedure, there is the
fact that a local search process results in a solution
strongly related to the initial configuration of the
weight vector. It happens because each initial
condition belongs to the basis of attraction of a
particular local optimum in the weight space, to
which the solution will converge [8]. Consequently,
only a local optimum can be produced as the result
of a well-succeeded training process. If such a
solution happens to be the global or a good local
optimum, the result is a properly trained neural net-
work. Otherwise, an inferior result will be achieved,
so that the poorer the local optimum, the worse the
performance of the trained neural network.

This correlation between the initial set of weights
and the quality of the solution resembles the existing
correlation between the initial antibody repertoire
and the quality of the response of natural immune
systems, that can be seen as a complex pattern
recognition device with the main goal of protecting
our body from malefic external invaders, called
antigens. Antibodies are the primary immune
elements that bind to antigens for their posterior
destruction by other cells [9]. The number of
antibodies contained in our immune system is
known to be much inferior to the number of possible
antigens, making the diversity and individual
binding capability the most important properties to
be exhibited by the antibody repertoire. In this
paper, we present a simulated annealing approach,

called SAND (Simulated ANnealing for Diversity),
that aims at generating a dedicated set of weights
that best covers the weight space, to be searched in
order to minimize the error surface. The strategy
assumes no a priori knowledge about the problem,
except for the assumption that the error surface has
multiple local optima. In this case, a good sampling
exploration of the error surface is necessary to
improve the chance of finding a promising region to
search for the solution. The algorithm induces
diversity in a population by maximizing an energy
function that takes into account the inverse of the
affinity among the antibodies. The weights of the
neural network will be associated with antibodies in
a way to be further elucidated.

2.

The simulated annealing algorithm makes a
connection between statistical mechanics and
combinatorial optimization [7,10]. The origin of the
method is associated with aggregate properties of a
large number of atoms found in samples of liquids
or solid matters. The behavior of the system in
thermal equilibrium, at a given temperature, can be
characterized experimentally by small fluctuations
around the average behavior. Each atomic position
is weighted by a probability factor

P(AE) = expCAE/T), 1)
where E is the energy of the configuratioi, the
temperature andE a small deviation in the energy
measured. At each step of this algorithm, an atom is
given a small random displacement and the
resulting change)E, in the energy of the system is
computed. IfAE <0, the displacement is accepted,
and the configuration with the displaced atom is
used as the starting point of the next step. The case
AE > 0 is treated probabilistically: the probability of
accepting the new configuration is given by
Equation (1).

The Simulated Annealing Algorithm

The temperature is simply a control parameter in
the same unit as the cost (energy) function. The
simulated annealing process consists of first
“melting” the system being optimized at a high
effective  temperature, then lowering the
temperature by slow stages until the system
“freezes” and no further change occurs (steps of
increasing temperature can also be incorporated). At
each temperature, the simulation must proceed long
enough for the system to reach a steady state.
Notice that, transitions out of a local optimum are
always possible at nonzero temperatures. The
sequence of temperatures and the size ofAfhe
variation are considered an annealing schedule.
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3.

The immune system model used in this work is a
simplification of the biological one. Real-valued
vectors represent the antibodies (Ab). In our
problem, the antigen (Ag) population (training set)
will be disregarded, so the energy measure of the
population of antibodies (set of weights) will be
determined based solely on the individuals of the
population of antibodies. The binding Af&b
represents a measure of complementarity between an
antigen and an antibody, an idea that can be adapted
to determine the complementarity among members
of the antibody repertoire. The goal is to maximize
the distance among antibodies &b), with the
purpose of reducing the amount of similarities
within the population.

An Immunological Approach

An abstract model to describe Agb interactions
was introduced by Perelson & Oster [18]. In this
model, it is assumed that the features of an antibody
receptor (combining region) relevant to antigen
binding can be described by specifying a total of
shape parameters. It is also assumed that the lsame
parameters can be used to describe an antigen.
Combining thesel parameters into a vector, the
antibody receptors and the antigen determinants can
be described as points Ab amg, respectively, in

an L-dimensional Euclidean vector space, called
shape-spac& Here we useng (the complement of

Ag) because the affinity is directly proportional to
complementarity, and affinity will be associated
with the proximity of Ab to Ag. By defining a
metric onS, the proximity between Ab angdg is a

measure of their affinity. The antibodies and the
complement of the antigens were represented by a
set of real-valued coordinates. Thus, mathematically,
each molecule could be regarded as a point ib-an
dimensional real-valued space, and the affinity
Ag-Ab was related to the inverse of the Euclidean
distance between them.

Any given antibody is assumed to recognize some
set of antigens and therefore covers some portion of
the space.

Figure 1. Within shape-spac§, there is a volumé&/ in
which the antibodies*] and the complement of antigens
(x) are located. An antibody is assumed to be able to bind
any complement of antigen within a distarsc&egion of
stimulation).

In the natural immune system, the binding-Ag
might not be fully complementary for the
lymphocytes to become activated, since a partial
matching might suffice. It implies that, if no error
were allowed, the immune cells would become
activated only when a perfect match occurred.
Based on this argument, it is defined an acceptable
matching distanceg), that determines the coverage
provided by the antibodies. Some authors called
ball of stimulation [20], because it represents the
group of antigens that can stimulate the antibody
contained in its center. Figure 1 depicts the shape-
space model and the region of stimulation, where
the dots and crosses denote the location of
antibodies and the complement of antigens,
respectively. The circle of radiwsaround one of
the antibodies shows its coverage. This is an
illustrative abstraction, once Ag-Ab recognition
happens through shape complementarity, instead of
similarity as inAg -Ab recognition.

As we are dealing with real-valued vectors, the
inverse of the Euclidean distance can be used as the
measure of affinity between the molecules:

y=—

ED(x;,x;) +€
where x; and x; represent independent vectors of
lengthL, € is a small positive constant, and

[
)= Z(Xik _Xjk)z ,
k=1

Assuming an Euclidean search-space, the energy
measure to be optimized can be simply defined as
the sum of the Euclidean distances among all
vectors that represent the antibody population

N N
E= z z ED(x;, X;) -
i=1j=i+1

A stopping criterion for the simulated annealing
algorithm, which takes into account the diversity
among the vectors, has to be defined. The approach
to be proposed here, among other possibilities,
involves the analysis of directional data.

Aff (X, X;
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Given the vectorsx, i=1,...,N, it is initially
necessary to transform them into unit vectors,
resulting in a set ¥, i = 1,...,N} of unit vectors of

lengthL. The average directional vector is

_ 1

A metric to estimate the diversity, or equivalently
the uniformity, of the distribution of the unit vectors
in a hypersphere can be simply given by

I = 7).

where |[]| represents the Euclidean norm.
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The stopping criterionSQ is then based on the
index

()

Equation (7) is the percentile norm of the resultant
vector X , and is equal to 100% when this norm is
zero. In practical terms, a valuelgf close to 100%
for the stopping criterion SO is a reasonable
choice, indicating a distribution close to uniform.

3.1

Each antibody corresponds to a vector that contains
the weights of a given neuron in a layer of a
multilayer neural network. Thus, generating the
most diverse population of antibodies A"
corresponds to producing a set of neurons with well-
distributed weight vectors. This way, the SAND
approach will have to be applied separately to each
layer of the network, as far as this layer contains
more than a single vector. Another important aspect
of the strategy is that, as we are generating vectors
with unitary norms, these vectors can be normalized
to force the activation of each neuron to occur near
to the linear part of the activation functions, in order
to avoid saturation.

Neural Network Weights and Antibodies

4. Algorithms and Benchmarks

We compare the performance of SAND with four
other methods to generate the initial set of weights:
BOERS [2], WIDROW [16], KIM [11], OLS [13],
and INIT [4]. All the five methods are applied to
seven benchmark problems.

To specify the benchmark problems used,Nebe

the number of samples, SSE the desired sum
squared-error (stopping criterion) amet the net
architecture represented by-p,-no]. Wheren; is the
number of inputsn, is the number of hidden units
andn, is the number of outputs of the network

The benchmarks used for comparison were:

e parity 2 (XOR):N = 4, net [2-2-1], SSE = 0.01;

e parity 3:N = 8, net [3-3-1], SSE = 0.01;

e sin(x).cos(X): N = 25,net[1-10-1], SSE = 0.01;

e ESP: real-world problem used by [1§{= 75,
net [3-10-5], SSE = 0.1;

¢ SOYA: another real-world problem used by [5],
N = 116,net [36-10-1], SSE = 0.1;

¢ |RIS: this benchmark is part of the machine
learning database and is available in [15];
N = 150,net [4-10-3], SSE = 0.15; and

« ENC/DEC: the family of encoder/decoder
problem is very popular and is described in [6].
N = 10,net [10-7-10].

The training algorithm used in all cases was the
Moller scaled conjugate gradient [14], with the exact
calculation of the second order information [17].

For each method and each benchmark problem we
performed 10 runs. The results presented in Figure
2 correspond to the percentage of times each
method produced the best performance in terms of
maximum, minimum, mean and standard deviation
of the number of epochs necessary for convergence
to high quality solutions. This picture shows that
SAND, INIT and OLS are superior to the others
(BOERS, WIDROW, and KIM). If the name of a
method do not appear in the comparison, it is
because the approach does not converge given the
maximum number of epochs, or converges to a poor
local optimum. The advantage of SAND is that it
does not make use of the training data to estimate
the initial set of weights, like INIT and OLS.

5. Discussion

The proposed strategy (SAND) is inspired in the
diversity preserving characteristic of the immune
system. The SAND performance shows that
neurons with well-distributed weight vectors leads
to faster convergence rates. The necessity to re-
scale the weight vectors reinforces the theory
proposed by de Castro & Von Zuben [4]:
initializing the weights in the approximately linear
part of the neurons’ activation function reduces
numerical instabilites and results in improved
convergence rates.

The performance of the proposed algorithm leads to
two important conclusions concerning feedforward
neural network initialization:

* It is necessary to avoid an initial set of weights
that guides to the saturation of the neuron’s
response, what can be achieved by properly
setting the weights’ initial interval; and
The generation of weight vectors mostly spread
over the search-space results in smaller training
times.

The method proposed also shows that there are still
many biological phenomena in which to search for
mechanisms and inspiration to solve computational
intelligence  problems, like neural network
initialization, architecture optimization, learning,
among others.

It is also important to stress that the proposed
strategy does not take into account the training data,
preparing the initial set of weights to deal
appropriately with any input data, a process similar
to the definition of the initial antibody repertoire of
immune systems. In addition, the other approaches
that were competitive, OLS and INIT, require the
determination of inverse, or pseudo-inverse,
matrices, being subject to numerical instabilities in
cases the training samples contain linearly
dependent vectors, i.e., redundancy, what is usually
the case when training artificial neural networks.
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Figure 2: Performance comparison of the methods
(considering 10 runs of 7 benchmark problems). (a)
Percentage of times a method required the smallest
maximum number of epochs for convergence and had the
smallest standard deviation. (b) Percentage of times a
method needed the smallest number of epochs for
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convergence. (c) Percentage of times a method presented (15]

the smallest mean number of epochs for convergence.
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