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Abstract

Particle Swarm Optimization (PSO) is a stochastic nature-inspired optimization method.
It has been successfully used in several application domains since it was introduced in 1995.
It has been especially successful when applied to complicated multimodal problems, where
simpler optimization methods, e.g., gradient descent, are not able to find satisfactory
results. Multidimensional Particle Swarm Optimization (MD-PSO) and Fractional Global
Best Formation (FGBF) are extensions of the basic PSO. MD-PSO allows searching
for an optimum also when the solution dimensionality is unknown. With a dedicated
dimensional PSO process, MD-PSO can search for optimal solution dimensionality. An
interleaved positional PSO process simultaneously searches for the optimal solution in
that dimensionality. Both the basic PSO and its multidimensional extension MD-PSO
are susceptible to premature convergence. FGBF is a plug-in to (MD-)PSO that can help
avoid premature convergence and find desired solutions faster. This thesis focuses on
applications of MD-PSO and FGBF in different machine learning tasks.

Multiswarm versions of MD-PSO and FGBF are introduced to perform dynamic opti-
mization tasks. In dynamic optimization, the search space slowly changes. The locations
of optima move and a former local optimum may transform into a global optimum and
vice versa. We exploit multiple swarms to track different optima.

In order to apply MD-PSO for clustering tasks, two key questions need to be answered:
1) How to encode the particles to represent different data partitions? 2) How to evaluate
the fitness of the particles to evaluate the quality of the solutions proposed by the particle
positions? The second question is considered especially carefully in this thesis. An
extensive comparison of Clustering Validity Indices (CVIs) commonly used as fitness
functions in Particle Swarm Clustering (PSC) is conducted. Furthermore, a novel approach
to carry out fitness evaluation, namely Fitness Evaluation with Computational Centroids
(FECCQ) is introduced. FECC gives the same fitness to any particle positions that lead to
the same data partition. Therefore, it may save some computational efforts and, above
all, it can significantly improve the results obtained by using any of the best performing
CVIs as the PSC fitness function.

MD-PSO can also be used to evolve different neural networks. The results of training
Multilayer Perceptrons (MLPs) using the common Backpropagation (BP) algorithm
and a global technique based on PSO are compared. The pros and cons of BP and
(MD-)PSO in MLP training are discussed. For training Radial Basis Function Neural
Networks (RBFNNs), a novel technique based on class-specific clustering of the training
samples is introduced. The proposed approach is compared to the common input and
input-output clustering approaches and the benefits of using the class-specific approach are
experimentally demonstrated. With the class-specific approach, the training complexity
is reduced, while the classification performance of the trained RBFNNs may be improved.



ii Abstract

Collective Network of Binary Classifiers (CNBC) is an evolutionary semantic classifier
consisting of several Networks of Binary Classifiers (NBCs) trained to recognize a certain
semantic class. NBCs in turn consist of several Binary Classifiers (BCs), which are trained
for a certain feature type. Thanks to its topology and the use of MD-PSO as its evolution
technique, incremental training can be easily applied to add new training items, classes,
and/or features.

In feature synthesis, the objective is to exploit ground truth information to transform the
original low-level features into more discriminative ones. To learn an efficient synthesis for
a dataset, only a fraction of the data needs to be labeled. The learned synthesis can then
be applied on unlabeled data to improve classification or retrieval results. In this thesis,
two different feature synthesis techniques are introduced. In the first one, MD-PSO is
directly used to find proper arithmetic operations to be applied on the elements of the
original low-level feature vectors. In the second approach, feature synthesis is carried out
using one-against-all perceptrons. In the latter technique, the best results were obtained
when MD-PSO was used to train the perceptrons.

In all the mentioned applications excluding MLP training, MD-PSO is used together
with FGBF. Overall, MD-PSO and FGBF are indeed versatile tools in machine learning.
However, computational limitations constrain their use in currently emerging machine
learning systems operating on Big Data. Therefore, in the future, it is necessary to divide
complex tasks into smaller subproblems and to conguer the large problems via solving the
subproblems where the use of MD-PSO and FGBF becomes feasible. Several applications
discussed in this thesis already exploit the divide-and-conquer operation model.
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1 Introduction

Over the years, numerous definitions of machine learning have been given. Some of the
most quoted include

Field of study that gives computers the ability to learn without being explicitly
programmed (Arthur Samuel, 1959)

A computer program is said to learn from experience E with respect to some
class of tasks T and performance measure P, if its performance at tasks in T,
as measured by P, improves with experience E. (Tom Mitchell, 1997)

Tom Mitchell defined the objectives of machine learning research as

The field of Machine Learning seeks to answer the question: How can we build
computer systems that automatically improve with experience, and what are
the fundamental laws that govern all learning processes?

(Tom Mitchell, 2006)

Typically, machine learning tasks can be divided into supervised and unsupervised learning.
In supervised learning, the desired outputs are given to the algorithm and the objective
is to find a general rule that maps the inputs to the desired outputs. In unsupervised
learning, the desired output is not available, but the objective is to find some internal
data structures. Classification and clustering are perhaps the most obvious examples of
supervised and unsupervised learning, respectively. Semi-supervised learning typically
exploits a small amount of labeled data and complements the learning using a large
amount of unlabeled data.

To succeed in machine learning, it is usually necessary to solve complex optimization
tasks in a high-dimensional and multimodal search space. Due to local optima and a huge
search space, deterministic gradient-descent-based optimization methods often cannot find
proper solutions. Thus, stochastic alternatives are needed. Several stochastic optimization
algorithms are inspired by natural phenomena such as genetics (e.g., Genetic Algorithm
(GA) [41]) or behavior of animal populations (e.g., Ant Colony Optimization (ACO) [31],
Particle Swarm Optimization (PSO) [59]). The common factor of these algorithms is
that they strive for better results using an intelligent strategy while preserving some
randomness in the process. This randomness can help them escape local optima and find
the global optimum faster than their deterministic counterparts. The PSO algorithm
mimics the interactions of an animal swarm, e.g., a bird flock or a fish school, in its
search for food. The individuals are attracted toward the best feeding areas found by the



2 Chapter 1. Introduction

other swarm members, but simultaneously they perform their own search in a stochastic
manner and may discover even better areas.

This thesis seeks to answer the questions posed by Tom Mitchell when Multidimensional
Particle Swarm Optimization (MD-PSO) and Fractional Global Best Formation (FGBF)
[67], which are extensions of the basic PSO, are used as tools to learn. That is, the thesis
builds machine learning techniques using MD-PSO and FGBF and tries to understand the
laws governing the learning processes to further improve the processes. The considered
machine learning tasks include dynamic optimization, clustering, classification, image
retrieval, and feature synthesis.

1.1 Thesis Objectives

The objective of this thesis was to explore the ability of MD-PSO and FGBF to solve
different machine learning tasks and to modify the algorithms or applications in order to
obtain a maximal benefit. More specific objectives for different applications were:

¢ to develop an algorithm suitable for dynamic optimization by combining MD-PSO
and FGBF with multiswarms

e to improve Particle Swarm Clustering (PSC) by investigating different options for
fitness evaluation

e to analyze the suitability of MD-PSO and FGBF for training neural networks and to
improve training of Radial Basis Function Neural Network (RBFNN) by exploiting
the divide-and-conquer paradigm

¢ to use MD-PSO and FGBF to learn better features for image classification and
retrieval using Collective Network of Binary Classifiers (CNBC) and feature synthesis

¢ to develop and experimentally evaluate new methods for feature synthesis

1.2 Thesis Outline

Chapter 2 introduces the basic PSO algorithm along with its extensions. The extensions
applied throughout this thesis, MD-PSO and FGBF, are introduced in sections 2.4 and
2.5. At the end of Chapter 2, multiswarm versions of PSO are discussed.

Chapter 3 concentrates on dynamic optimization. A publicly available test bench,
Moving Peaks Benchmark (MPB), is introduced along with its multidimensional extension
proposed in Publication IV. The chapter continues with a discussion on how to apply
multiswarm FGBF and MD-PSO on (MD-)MPB. Finally, the chapter presents some
experimental results from Publication IV.

PSC is the topic of Chapter 4. Different particle encoding options are explained and PSC
techniques based on Multi-Elitist Particle Swarm Optimization (MEPSO) and MD-PSO
with FGBF are introduced in detail. The last section discussing how to evaluate fitness
in PSC is based on Publication VIII.

Chapter 5 discusses Artificial Neural Networks and how to train them with MD-PSO.
Section 5.1 focuses on Multilayer Perceptrons (MLPs) and Section 5.2 on RBFNNs. For
MLPs, Backpropagation (BP) and PSO training methods are compared (Publication I).
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For RBFNNSs, a novel approach to carry out training using class-specific clustering is
introduced (Publication VII).

In Chapter 6, the CNBC classifier is introduced along with its application to Content-based
Image Retrieval (CBIR). Chapter 6 is based on Publication II.

Chapter 7 explains the concept of feature synthesis and its objectives. Section 7.2 describes
how to use MD-PSO for Evolutionary Feature Synthesis (EFS) as originally proposed in
Publication III. An improved fitness evaluation technique designed for MD-PSO-based
EFS is also introduced following Publication V. Section 7.3 introduces a different feature
synthesis method based on one-against-all perceptrons. This technique was originally
proposed in Publication VI.

Chapter 8 concludes the introductory part of the thesis. Publications are provided at the
end of the thesis.

1.3 Author’s Contribution to Publications

I The publication compares PSO and BP in training MLPs applied for solving
medical diagnosis problems. The author contributed to the implementation and the
simulations reported in the paper and to the writing of the paper.

IT  The publication proposes using CNBC for general CBIR. Experiments on benchmark
image databases show that with CNBC a significant performance improvement is
achieved over traditional retrieval techniques. The author contributed to the
formulation of the problem, to the design and implementation of the experiments,
and to the writing of the paper.

IIT  The publication proposes using MD-PSO for EFS. In the proposed method,
MD-PSO is used to search for optimal arithmetic operators to transform selected
elements of original low-level features into more discriminative features. The experi-
ments on an image database show that the synthesized features exhibit an increased
discrimination between different classes. The original idea of using MD-PSO for
feature synthesis was invented by Prof. Serkan Kiranyaz. The author contributed
to the design and implementation of the proposed method and to the writing of the

paper.

IV The publication proposes a multiswarm version of FGBF and MD-PSO. This
version is beneficial in dynamic optimization, where the search space is slowly
changing. Multiple swarms can track multiple optima and detect immediately if a
former local optimum becomes the global optimum. The paper also extends MPB
to a multidimensional version that allows testing in an environment where also
the solution dimensionality is unknown and changing. The author implemented
the multiswarm extensions of FGBF and MD-PSO as well as the multidimensional
extension of MPB. She carried out the experiments, wrote several sections of the
paper, and created figures 3-11.

V  An improved version of feature synthesis using MD-PSO is proposed in this publi-
cation. In the improved version, a target output vector is defined for each class and
MD-PSO is looking for such feature transformations that modify all the feature
vectors of a class toward these target vectors. Fitness of a particle is then evaluated
as the Mean Squared Error between the obtained and target feature vectors. The
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VI

VII

VIII

computational complexity of the new fitness evaluation approach is reduced and
the obtained results are better than with the approach used in Publication III. The
author invented and implemented the novel approach for fitness evaluation. Prior
to this publication, the improved fitness evaluation was published in another paper
[82]. However, it was originally invented for this work. The author carried out the
experiments and wrote the paper.

The publication proposes a novel technique for feature synthesis. The technique
uses parallel one-against-all perceptrons to generate new features with a higher
discrimination power. This in turn leads to improved classification and retrieval
results. The main merits of the proposed technique are its simplicity and faster
computation compared to existing feature synthesis methods. Extensive simulations
show a significant improvement in the features’ discrimination power. The author
designed the work, made the required implementations, carried out the experiments,
and wrote the paper.

The publication proposes to train RBFNNs through class-specific clustering (i.e.,
clustering each class separately to obtain Radial Basis Function centers). This
has been done in some earlier works but without considering its impact. It is
shown in the paper that the class-specific approach significantly reduces the overall
complexity of the clustering. Experimental comparisons against the traditional
input and input-output clustering approaches are carried out using the MD-PSO,
APC-III, and K-means algorithms. The results show that the class-specific approach
can also lead to a significant gain in the classification performance especially when
used on networks with relatively few neurons. The author designed the work, made
the required implementations, carried out the experiments, and wrote the paper.

The publication proposes a new way to perform fitness evaluations in PSC, namely
Fitness Evaluation with Computational Centroids (FECC). An extensive compar-
ison of different fitness functions in PSC is carried out using both MD-PSO and
MEPSO. The proposed FECC approach is found to significantly improve clustering
results. Different Clustering Validity Indices (CVIs) as fitness functions are ranked
and their benefits in different situations are analyzed. The idea of FECC was born
is discussions with Kaveh Samiee. The author implemented the compared CVIs,
their FECC versions, and some changes to MD-PSO and FGBF. Kaveh Samiee
helped checking the correctness of implemented CVIs. The author carried out the
experiments and wrote the paper.



2 Particle Swarm Optimization and
Extensions

2.1 Stochastic Optimization

When randomness is involved in optimization, the process is called stochastic optimization.
The randomness can occur in two ways: there is random noise in the fitness evaluations
and/or there is randomness in the selection of the search direction. In this thesis, only
the latter case is further considered. Stochastic algorithms have become popular during
the last few decades in several application areas. They are mainly used in optimization
problems which can be highly nonlinear, multimodal, high-dimensional, or otherwise too
difficult to be solved using deterministic methods. The problems are often so challenging
that it is not feasible to find the global optimum, but the randomness can help stochastic
methods in avoiding some local optima and in achieving satisfactory final results. [108]

In 1983, Kirkpatrick et al. proposed Simulated Annealing (SA) [71] that emulates annealing
in metallurgy. In annealing, metals are first heated and then slowly cooled to improve
their crystal structure and remove defects. This reduces internal stress and makes metals
stronger. In SA, the search process is heated by allowing the algorithm to proceed also to
solutions having worse fitness values with a certain probability. In the cooling phase, the
probability of accepting worse fitness values decreases and, finally, the algorithm only
accepts better solution and converges to an optimum. If the optimization problem is
difficult, the final solution is still likely a local optimum. Nevertheless, annealing can
help the algorithm to escape from some local optima and the final solution is usually
significantly improved compared to the deterministic counterpart.

Evolutionary Algorithms (EAs) are stochastic optimization methods using techniques from
biological evolution. Well-known evolutionary algorithms are Genetic Algorithm (GA) [41],
Genetic Programming (GP) [8], Evolutionary Programming (EP) [36], and Evolutionary
Strategies (ES) [36]. GA evolves solutions mimicking operations from genetics: mutation,
crossover, and selection. Solutions are typically represented using fixed-length arrays. GP
is a similar technique, but uses variable-size tree representation for the candidate solutions.
Also the genetic operations used in GA and GP are slightly different. Nevertheless, the
difference between the two algorithms is small [121]. Also EP and ES are similar to GA,
but they emphasize different parts of natural evolution. GA emphasizes chromosomal
operators, EP behavioral changes at the level of the species, and ES behavioral changes
at the level of the individual [36]. Extensions of these basic algorithms have made it
sometimes hard to distinguish between the methods.

Particle Swarm Optimization (PSO) belongs to the class of swarm intelligence algorithms.
They are considered relatives of EAs, but, instead of natural evolution, they mimic the
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behavior of animal swarms in their search for food. In addition to PSO, Ant Colony
Optimization (ACO) [31] is a widely-used swarm intelligence algorithm. ACO is inspired
by foraging ants. Initially, ants search randomly the surroundings of their nest. When
they find some food, they deposit chemical pheromones to guide other ants toward the
food.

Several comparisons of different stochastic optimization algorithms have been conducted,
e.g., [b, 37, 75]. However, most comparisons are restricted to the basic versions of
the stochastic optimization methods, while probably hundreds of versions of each base
algorithm have been suggested. Furthermore, the comparisons usually concentrate
on a very specific application area and the manually selected parameter values may
significantly affect the ranking. Not surprisingly, the available comparison results are
often contradictory and incomplete. Some more systematic comparison approaches have
been suggested (e.g., [91]), but they have not been extensively applied. Also theoretically,
it is not possible to find an optimization method that is universally successful in all kinds
of problems. The no free lunch theorem for optimization [120] basically states that any
algorithm which is successful on certain class of optimization problems is guaranteed
to perform poorly on another class. Luckily, many real world optimization problems
have a similar nature and it is still possible to find algorithms performing well on several
problems which are important in practice [53].

2.2 PSO Algorithm

The basic form of the PSO algorithm was introduced in [59] and later modified in [107].
In the algorithm, a swarm of S particles explores a d-dimensional search space, where
particle positions are potential solutions to an optimization problem. Initially, each
particle, p, has a random position, x,, and velocity, v,,. At the beginning of each iteration,
t, the new particle positions are evaluated using a problem-specific fitness function, f(x,).
Each particle remembers its personal best solution so far, b,, and the swarm as a whole
remembers the overall best solution globally achieved so far, bg. If the new particle
positions reveal better solutions, b, and bg are updated. Then the particles are moved
to a new position using the following velocity and position update functions:

Vp(t +1) = w(t)vy(t) + cira(t) o (by(t) —xp(t)) + cora(t) o (bs(t) — x,(t)) 2.1)

Xp(t+1) =xp(t) + vp(t + 1), .
where w(t) is the inertia weight, ¢; and ¢ are the acceleration constants, ry(t) ~ U(0,1)
and ry(t) ~ U(0,1) are vectors of random variables uniformly distributed between
0 and 1, and o denotes a Hadamard (i.e., element-wise) product of vectors. A larger
value of w(t) favors exploration, while smaller inertia weight values favor exploitation.
Therefore, the inertia weight is often linearly decreased from a high value (e.g., 0.9) to a
low value (e.g., 0.4) during iterations of a PSO run as suggested in [107]. For relatively
low-dimensional problems (e.g., d < 50), the number of particles, S, is usually set higher
than the dimensionality, S > d. However, it has been observed that the number of
iterations, R, required for convergence does not significantly depend on the number of
particles. Therefore, it is not meaningful to increase the number of particles when the
problem dimensionality increases. Instead, the number of fitness evaluations (i.e., the
number of particles multiplied by the number of iterations) should be increased at least
linearly with respect to the problem dimensionality [20].
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The original PSO is not guaranteed to converge. Instead, the particle velocities have to be
controlled by setting a system coefficient, the maximum allowed velocity, Vimax, to prevent
particle trajectories from swinging out of control. A lot of research has been conducted
to study particle trajectories and to find such parameters that guarantee convergence. In
[24], Clerc and Kennedy showed that setting the inertia weight as w = 0.7298 and the
acceleration constants as ¢; = co = ¢ = 1.4961 results in convergent behavior. Thereafter,
these parameters have been used in most standard PSO versions. The system coefficient
Vmax 1S 10 longer needed to guarantee convergence. However, it is still often used, set to
a very liberal value, in order to achieve more efficient swarm behavior [58].

Several studies have attempted to derive theoretically a parameter region guaranteeing
convergence [22, 40, 57, 96, 116], but these studies have made different simplifying
assumptions of the PSO process. The assumptions include, e.g., the deterministic
assumption, where ry and ry have fixed values, or the stagnation assumption, where b,
and bg have fixed values. Due to different assumptions, the studies have resulted in
different parameter regions. In [96], Poli derived the following inequality guaranteeing
convergence using only the stagnation assumption:

12(w? — 1)
it S A 2.2
c < Fw — 7 ( )

In [23], this parameter region was also empirically tested to strongly correlate with the
PSO convergence. However, it was noticed that setting the parameter values near the
region edge leads to extremely slow convergence. Thus, the parameter values should be
selected from a slightly smaller region.

It should be noted that there are no such parameters that could guarantee the basic
PSO to converge to an (local) optimum [117]. The algorithm will simply reach a point of
equilibrium if the parameters are properly set. Guaranteed Convergence Particle Swarm
Optimization (GCPSO) [115] is a modification of the basic PSO, which has been shown to
converge to an optimum. However, GCPSO only improved PSO performance on unimodal
problems, especially with small swarms. On multimodal problems, GCPSO did not offer a
clear advantage over the basic PSO [117]. Therefore, in general, not having a guaranteed
convergence to an optimum is not a problem on more complex problems, where PSO is
commonly applied.

Instead, a significant problem with the basic PSO is premature convergence to a local
optimum. Even though as a stochastic search algorithm PSO can avoid some local optima,
the particles typically gather close to an optimum too early. The global optimum has
not been reached yet, but the algorithm loses its ability to explore new areas of the
search space. Over the years, numerous modifications of the basic form of the PSO
algorithm have been suggested to overcome the problem. Many modifications are based
on different swarm topologies. The basic PSO uses gbest topology, where each particle
receives information of the best solutions found by the entire swarm. In the lbest topology,
a particle is only connected to its n nearest neighbors. The particle neighborhoods overlap
and form a ring topology. In the [best topology, the information flow through the swarm is
slower and a newly found global best solution will not affect the whole swarm immediately.
This has been repeatedly found to help avoid converging to a local optima [58]. However,
Engelbrecht claims in [33] that gbest and lbest topologies have been previously compared
only on very limited datasets. In his extensive comparison, neither approach was clearly
better, not even for specific problem classes.
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Several PSO variants somehow modify the original bg solution to prevent premature
convergence: In Multi-Elitist Particle Swarm Optimization (MEPSO) [26], which is
better introduced in Section 2.3, bg is selected among the b, based on their growth rate
Bp. In Stochastic Approximation -driven Particle Swarm Optimization (SAD-PSO) [62],
stochastic approximation is used to guide the bg solution. In Particle Swarm Optimization
with an Aging Leader and Challengers (ALC-PSO) [21], other swarm members challenge
the current leader when it becomes aged. The lifespan of the leader correlates with
its leading power, i.e., its ability to guide the swarm toward better solutions. In Self
Regulating Particle Swarm Optimization (SRPSO) [110], a self-regulating inertia weight
is used for the bg solution. In Fractional Global Best Formation (FGBF) [67], an
artificial global best solution is created to compete with bg. FGBF is introduced in detail
in Section 2.5. It is also common to combine PSO with other learning strategies: In
Levy Flight Particle Swarm Optimization (LFPSO) [43], Levy flight method is used to
redistribute poorly performing particles. In SRPSO [110], the particles use self-perception
to select their direction. In Orthogonal Learning Particle Swarm Optimization (OLPSO)
[126], Orthogonal Experimental Design (OED) is used to develop a new orthogonal
learning strategy that allows PSO particles to use their previous search experience more
efficiently. In Particle Swarm Optimization with Multiple Adaptive Methods (PSO-MAM)
[47, 48], a non-uniform mutation-based search method, an adaptive subgradient search
method, and Cauchy mutation are combined with PSO.

Another problem besides the premature convergence is that the basic form of the PSO
algorithm and also nearly all the variants operate in a fixed dimensionality. For clustering,
this means that the number of clusters should be known a priori or, for neural network
training, that the network structure has to be fixed. Similarly, for other optimization tasks
in data analysis, the optimal solution dimensionality is usually unknown. An amendment
to this problem is introduced in Section 2.4.

Finally, the well-known curse of dimensionality problem affects PSO. The size of the search
space increases exponentially with respect to the problem dimensionality, d. However,
due to computational limitations, it is not possible to similarly increase the number of
fitness evaluations. As the number of iterations, R, affects the performance more than
the number of particles, .S, the number of particles is kept relatively low to allow more
iterations. Therefore, for high-dimensional problems, S < d. S positions in a search
space form a (S — 1)-dimensional hyperplane and the attraction toward bg and b, makes
it difficult to leave the hyperplane. Even though the randomness and the border effects
enable escaping the current hyperplane, most of the exploration concentrates on the
hyperplane. This increasingly deteriorates the results when the problem dimensionality
increases [20]. FGBF can decrease the effect of the curse of dimensionality by providing
an additional mechanism to leave the current hyperplane.

In the next sections, the PSO extensions applied in this thesis are introduced in detail.
MEPSO (Section 2.3) was used in Publication VIII for Particle Swarm Clustering (PSC).
Multidimensional Particle Swarm Optimization (MD-PSO) (Section 2.4) and FGBF
(Section 2.5) were used in Publications II-VIII for several applications. Multiswarm
versions (Section 2.6) were used in Publication IV for dynamic optimization.

2.3 Multi-Elitist Particle Swarm Optimization

In MEPSO [26], each particle has a growth rate §,. If the fitness value of particle p at
iteration t is better than at iteration ¢ — 1, 3, is increased. The new global best, bg(?), is
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the particle having the highest growth rate among the particles whose current position
has a higher fitness than the previous global best, bg(t — 1). Thus, the new global best
may not have the highest fitness value, but it has improved more during the last iteration.
This can help avoid premature convergence, because the global best position will vary
more. The pseudocode of MEPSO, as applied in Publication VIII, is given in Listing 2.1.
MEPSO is run for R iterations.

Listing 2.1: Pseudocode of MEPSO

% Initialization
1 for p=1to S do:
1.1 randomize x,(1), vp(1)
1.2 initialize by (0) = xp(1)
2 initialize bg(0) = x1(1)
3 initialize 8,(0) =0

% MEPSO process
4 for t =1 to R do:

% Updates of growth rate and personal best solutions
4.1 for p=1to S do:
4.1.1 evaluate the fitness of particle position f(xp(t))
4.1.2 if f(xp(t)) < f(xp(t—1)) then set Bp(t) = Bp(t — 1)+ 1
4.1.3 if f(xp(t)) < f(bp(t — 1)) then set by(t) = xp(t)
4.14 else set by (t) = bp(t — 1)
415 if f(xp(t)) < f(bs(t —1)) then move particle p to a candidate group B

% Update global best
4.2 if |B| > 0 set h to be index the particle with the highest 8 and set bg(t) = by (¢)
4.3 else set bg(t) =bg(t — 1)

% Velocity and position updates
4.4 for p =1 to S do:
44.1 compute vp(t + 1) and xp(t 4+ 1) using Eq. (2.1)

2.4 Multidimensional Particle Swarm Optimization

MD-PSO [63, 67] is an extension of the basic PSO algorithm providing a solution to the
problem of fixed solution dimensionality. MD-PSO particles perform interleaved dimen-
sional and positional PSO processes. The former optimizes the solution dimensionality,
while the latter aims at finding the positional optima in particles’ current dimensionalities.

For the dimensional process, each particle p knows its current dimensionality, d,, dimen-
sional velocity, dv,, and personal best dimensionality so far, db,. The swarm as a whole
keeps track of the overall best dimensionality globally achieved so far, dbs. In the same
manner as the regular positional PSO, the dimensional PSO process uses the personal
best dimensionality of each particle and the global best dimensionality to attract the
particles toward better dimensional solutions.

For each dimensionality, d € {dmin, - - -,dmax}, Particles have separate positional PSO
components. Positional PSO processes correspond to traditional PSO processes running
in a given dimensionality. For the positional processes, the swarm keeps track of the
global best position so far achieved, bds, and the particles keep track of their last position,
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Figure 2.1: MD-PSO particles have dimensional and positional components, while basic PSO
(bPSO) particles only have positional components. Here, the dimensional range of MD-PSO is
{2,...,9} and the dimensionality of the PSO solutions is fixed to 5. The current dimensionality,
dp, of MD-PSO position is 2 and the personal best dimension, db,, is 3.

xg, velocity, Vg, and personal best position, bg. Thus, the particles can continue their

positional search whenever the dimensional updates move them into the particular
dimensionality d. The difference of MD-PSO particles and regular PSO particle is
illustrated in Fig. 2.1.

As with the basic PSO algorithm, a fitness score for each particle p in its current dimen-
sionality, d, is computed at the beginning of MD-PSO iterations. After this, personal best

solutions for all particles in their current dimensionalities, bg”,Vp € {1,...,S}, personal
best dimensionalities for all particles, db,,Vp € {1,...,S5}, the global best solution in
each dimensionality, b‘é,Vd € {dmin, - - - s dmax }, and the global best dimension, dbg, are
updated, if necessary. Then particle positions and velocities are updated in their current
dimensionality using (regular) positional PSO updates. The updates are the same as
those given in Eq. (2.1), except now the dimensionality of the components depends on
the particle’s current dimensionality, i.e., the positions and velocities in a particular
dimensionality d have d elements.

v (t 4+ 1) = w(t)v® (1) + erra (£) 0 (bgv (t) —x% (t)) +eora(t) o (bgp(t) - xgv(t))

xr(t+1)= sz(t) —|—Vzp(t +1).
(2.3)

After the positional updates, the particle’s new position, xg” (t+ 1), still has the same
dimensionality, d,(t). Next, the particle goes through dimensional updates, which may
move it into another dimensionality. The positional search will continue from xgp (t+1),
if the particle is later moves back to dimensionality d,(t). Therefore, in all the other
dimensionalities, the positional PSO components for iteration ¢t 4+ 1 are equal to those
for iteration ¢ (i.e., Vg(t +1) = vg(t), Xg(t +1) = xg(t), bg(t +1) = bg(t),Vd €
{dmin;, - - - s dmax t»d # dp). The dimensional PSO updates closely resemble the positional
ones:

dvp(t +1) = [dvp(t) + cari(t) (dby(t) — dyp(t)) + cora(t) (dbs(t) — dp(t))]

dp(t + 1) = dp(t) + dvy(t + 1), (2.4)
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where |- | denotes the floor operator. At the end of the MD-PSO algorithm (after R
iterations), the global best dimensionality, dbg, and the global best solution in that
dimensionality, bdsbs, represent the optimal dimensionality and solution, respectively. The
pseudocode of MD-PSO is given in Listing 2.2 and further details of the algorithm can
be found in [63].

Listing 2.2: Pseudocode of MD-PSO

% Initialization
1 for p=1to S do:
1.1 randomize dp(1), dvp (1)
1.2 initialize dby(0) = dp(1)
1.3 for d = dmin to dmax do:
1.3.1 randomize xg(l)7 vg(l)
1.3.2 initialize b¥(0) = x4(1)
2 initialize dbg(0) = d1(1)
3 for d = dmin t0 dmax do:
3.1  initialize b%(0) = x{(1)

% MD-PSO process
4 fort =1 to R do:

% Updates of personal and global best solutions
4.1 for d = dmin to dmax do:
4.1.1 set bl (t) =bd(t —1)
4.1.2 for p=1to S do:
4.1.2.1 set bd(t) = bd(t— 1)

4.2 for p=1to S do:
4.2.1 compute the fitness of particle position, f(x;lp(t>(t))
422 it £ (1) < F(by? " (¢ — 1) then set by (1) = x7 (1)
423 if FxD ) < FPED (1 — 1)) then set dby(t) = dp(t)
424 it PP @) < F%P D @) then set b (1) = b D¢
p S s 2

43  dbs(t)=  argmin  (f(bl(t))
d€{dmin;---;dmax }

% Velocity and position updates
4.4 for p=1to S do:

% Regular positional PSO updates
44.1 compute Vzp(t>(t + 1) and xgp(t)(t + 1) using Eq. (2.3)
4.4.2 in other dimensions than dp(¢), update vg(t +1) = vg(t) and
xd(t+1) = xd(t)
% Dimensional PSO updates
4.4.3 compute dvp(t 4+ 1) and dp(t + 1) using Eq. (2.4)

2.5 Fractional Global Best Formation

The basic PSO algorithm, as well as its multidimensional extension MD-PSO, may
suffer from premature convergence to a local optimum particularly in high-dimensional
multimodal optimization tasks. FGBF [67] is a plug-in to the (MD-)PSO process that
can efficiently address the premature convergence problem. FGBF can also decrease the
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Ay

\4

Figure 2.2: FGBF used in a unimodal (left) and a multimodal (right) optimization problem.
The overall fitness surface is shown by the background color and the global optimum with x.
On both sides, the fractional fitness function is a distance to reference O and the b4 solution
created by FGBF turns out to be better than the bg solution.

effect of the curse of dimensionality by providing an additional mechanism to leave the
current hyperplane in high-dimensional problems, where S < d. The main idea of FGBF
is to create an artificial global best solution, b4, at every iteration by combining the
best elements/dimensions of particles’ current solutions. This artificial solution then
competes with bg and the winner with a higher fitness value is then used in the update
function Eq. (2.1) or Eq. (2.3). The j** element of a particle solution can be evaluated
using a special fractional fitness function, fj(xg’ j). In the same manner as the ordinary
PSO fitness function, the fractional fitness function must be designed separately for each
class of optimization problems and the main challenge is to find such a function that will
correlate well with the overall fitness function.

A simplified 2D example of the FGBF process and different fitness functions is shown in
Fig. 2.2. On both sides, the fractional fitness score is simply a distance from a reference
O (i.e., fj(xp1) = Az and f;(x,2) = Ay). Based on this measure, the best 15 element
is found to be in particle b and the best 2" element in particle a, and thus, the b?%
solution is created by combining those elements. The overall fitness surface is shown
by the background color. Darker color means higher fitness and the global optimum is
marked with x. On the left side, the optimization problem is unimodal, and the fractional
fitness function perfectly correlates with the overall fitness function. In such cases, the
b 4 solution will be always better or at least equally good as the bg solution. On the
right side, the overall fitness surface is multimodal and it usually means that it is not
possible to find a fractional fitness function perfectly matching with the surface. However,
even then, the by solution may win the bg solution as on the right side of Fig. 2.2. If the
b 4 solution turns out to be worse than the bg solution, bg will be used in the updates
as usual.

When FGBF is used together with MD-PSO, a separate artificial solution, b%, is created
for every dimensionality d within the dimensionality range {dmin, ..., dmax}. In every
dimensionality, the bff‘ solution competes with the b% solution. In most optimization
tasks, including those discussed in this thesis, it is possible to combine elements from
particle positions with different dimensionalities when creating b%. This is illustrated in
Fig. 2.3, where the b%, solution with dimensionality 4 is created by combining elements
from the current positions of particles a, b, and ¢ with dimensionalities 2, 9, and 3. Two
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Figure 2.3: FGBF has created an artificial global best solution with dimensionality 4, b%, by
combining elements from the current positions of particle a, b, and c. The dimensionalities of

ba, Xq, Xp, and x. are all different.

elements are taken from particle b. The figure also illustrates, how only the current
solutions with the particle’s current dimensionality are considered when creating b4. The
velocities or personal best solutions are not used. b, itself is simply a position/solution.
It does not need velocity or personal best as it is created separately at every iteration.
The pseudocode of FGBF in MD-PSO is given in Listing 2.3 assuming that elements
from particle positions with different dimensionalities can be combined. The pseudocode
is plugged in between Steps 4.3 and 4.4 in Listing 2.2. Further details of FGBF can be

found in [63].

Listing 2.3: Pseudocode of FGBF in MD-PSO

% Compute fractional fitness scores
1 for p=1to S do:
1.1 for j =1 to dp(t) do:

1.1.1 compute f; (szj(t) )

% Find the best fractional fitness score for each element j
2 for j =1 to dmax do:

2.1 set p[j] = arg min (f; (xl‘f’j ()
pe{l,...,5}

% Create solution b4 in every dimension of the search space
3 for d = dmin t0 dmax do:
3.1 for j =1 to d do:
d i
3.1.1 bA,j (t) = Xy, (t)

% In each dimension compete by with bg
3.2 if f(b%(t)) < f(b%(t)) then bd(t) = b4 (t)

% Update dbg
4 set dbg(t) = arg min (f(bg(t)))
de{dmin»--wdmax}
5 return

2.6 Multiswarm PSO

When PSO or its extension is applied, the swarm will eventually converge close to the best
solution found by the swarm. In static environments, this can help fine-tune the solution
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to reach the exact optimum and it can be considered a desired property if convergence is
not premature. In dynamic environments, the locations and heights of the optima can
vary and a former local optimum may later become the global optimum. If the whole PSO
swarm is gathered around the initially global optimum, it can probably follow moderate
changes in the location of this optimum. However, if another optimum becomes the global
optimum, the swarm may not detect the change.

Blackwell and Branke [15] addressed this problem by introducing multiswarms. The
main idea of multiswarms is that swarms can converge on separate promising optima and
together they can establish a comprehensive coverage of the whole search space. The
multiswarms are basically separate PSO processes. The particles are only aware of their
own process. The only interaction between the swarms is a mutual repulsion preventing
two swarms from converging on the same optimum. For this purpose, a repulsion radius,
Trep, i defined according to the average radius of the peak basin, rpqs. If P peaks are
evenly distributed in a d-dimensional space whose extent is X, the repulsion radius can
be defined as ryep = Thes = X/ P4 If two swarms move within Trep from each other, the
worse performing swarm is simply reinitialized. Physical repulsion is not used, because
it could lead to an equilibrium where the mutual repulsion prevents both swarms from
approaching an optimum. In an optimal case, the number of multiswarms coincides with
the number of optima to be followed. However, in real-life problems the number of optima
is usually unknown and may also vary. Therefore, Blackwell suggested also self-adapting
multiswarms [12], which can be created or removed during the PSO process.

For a single swarm converging to an optimum, it is essential to maintain enough diversity
to be able to follow the optimum despite small changes in its location. Early attempts to
maintain required diversity include charged swarms [13] and quantum swarms [15]. In [98]
and in Publication IV, we proposed using FGBF as the mechanism to ensure sufficient
diversity.

2.6.1 Multiswarms with FGBF and MD-PSO

When multiswarms and FGBF are combined as originally proposed in [98], the mul-
tiswarms can track different optima, while FGBF ensures that each swarm can keep
tracking an optimum regardless of minor changes in its location. In Publication IV,
we proposed combining multiswarms, FGBF, and MD-PSO. This allows us to perform
dynamic optimization also in environments where the solution dimensionality is unknown
and varying.

We use the above described repulsion radius to reinitialize swarms, if they get too close
to each other. We compute the distance between two swarms as the distance of their
bgs positions. To add further diversity, we reinitialize randomly the particle velocities
after each environmental change. In the multidimensional case, particle dimensions and
dimensional velocities are also reinitialized.
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Many real-world datasets have a dynamic nature. Data may be added or removed and
data values may be updated. Solving optimization tasks in such constantly changing
environments requires specialized techniques. Restarting an optimization algorithm
after each system and/or environmental change would lead to a significant loss of useful
information when the change is not too drastic. For example, handling video segmentation
as a series of static image segmentation tasks without exploiting the similarities between
consecutive frames would waste computational resources. Most dynamic optimization
problems in machine learning are also multimodal and, therefore, the need of efficient
optimization techniques, which are capable of adapting to the changes, is imminent.

EAs designed for dynamic environments started appearing at the end of 1990s, e.g., [3, 6,
17]. Soon many PSO-based approaches were also suggested, e.g., [14, 15, 32, 55, 78]. For
dynamic optimization, we proposed in Publication IV to use a combination of multiswarms
and FGBF in a fixed dimension and a combination of multiswarms, FGBF, and MD-PSO
when the solution dimension is unknown. These algorithms were introduced in Chapter 2.
They were tested on Moving Peaks Benchmark (MPB) and its multidimensional extension
proposed in Publication IV.

3.1 Moving Peaks Benchmark

MPB [18] is a configurable dynamic environment designed for testing dynamic optimization
algorithms in a standard way in a multimodal environment. MPB allows the creation of
different dynamic fitness surfaces consisting of a number of peaks with varying locations,
heights, and widths. The primary performance measure used is offline error, which is
the average difference between the optimum and the best solutions found since the last
environmental change.

A d-dimensional fitness surface with P peaks is expressed as

Foxut) = max (BG0, _max, (406,00, u,(0.,(0)). (3.1)

where B(x) is a time invariant basis landscape, whose utilization is optional, and A is
a function defining the height of the ¢** peak at position x. Each of the P peaks has
its own dynamic parameters: height hy(t), width w, (), and position of the peak center

cy(t).

Each peak parameter can be initialized randomly or set to a certain value and then after
every At iterations the parameter values are changed. The change over a single peak q at
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iteration ¢t can be defined as

hq(t) =hg(t — At) +r(t)Ah
wq(t) =we(t — At) +r(t)Aw (3.2)
cq(t) =cq(t — At) +54(t),

where 7(t) ~ U(0,1) is a random variable, Ah and Aw are the height and width change
severities, and s,(t) is a shift vector, which is a linear combination of a random vector
r(t) and the previous shift vector s,(t — At). The shift vector s,(¢) is always normalized
to length A, which is called change severity. Accordingly, the shift vector s,(t) can be
defined as

(1= X)r(t) + Asq(t — At)
(= r(0) + syt — A0

where ||-|| denotes the Euclidean norm and A is the correlation factor, which defines the
level of randomness of a location change.

sq(t) = A (3.3)

The peak type cone used in the most experiments is defined with the following equation:

A(x, hg(t), wq(t), €q(t) = hq(t) — wq(t) [|x —cq(t)]]. (3.4)

Note that for cone peaks, a higher value of width w, actually means a narrower cone.
"Slope’ could be a better term, but 'width’ is used in the original work.

MPB defines three standard settings of parameters, so called Scenarios, to allow easier
standard comparative evaluations among different algorithms. MPB is no longer available
in its original locations, but can be found in [16].

3.1.1 Multidimensional Moving Peaks Benchmark

In the original MPB, the search space dimensionality is fixed a priori and it is not varying
during the experiment. As discussed earlier, for many real-life optimization problems (e.g.,
image segmentation), the optimal solution dimensionality is not known. Furthermore, for
dynamic optimization problems (e.g., video segmentation) the optimal dimensionality may
also be varying. Therefore, in Publication IV, we proposed Multidimensional Moving Peaks
Benchmark (MD-MPB) to simulate multidimensional dynamic optimization problems.
MD-MPB is a multidimensional extension of MPB. In MD-MPB, the optimal solution
dimensionality can vary within a dimensionality range, {dmin, - - -, dmax |- Peak positions
in different dimensionalities share common elements, which allows exploitation of the
information gathered in other search space dimensions.

In MD-MPB, the initialization and changes of peak center positions are carried out
only in the highest possible search space dimensionality, dmax. Positions in the other
dimensionalities are obtained by leaving out the redundant (non-existing) elements.
The optimal dimensionality is chosen randomly every time the environment is changed.
Therefore, the fitness function with P peaks in a multidimensional environment can be
expressed as

F(x?,t) = max (B(xd), max (A (xd, hq(t),wq(t),cZ(t)))> — (dopt — d)?, (3.5

where d € {dmin, - - -, dmax } is the dimensionality of the position x%, cg(t) refers to the

first d elements of the peak center position, and d,,; is the current optimal dimensionality.
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In comparison to Eq. (3.1) for unidimensional MPB, Eq. (3.5) has an additional penalty
term (dopt — d)?, which is subtracted from the whole environment in the non-optimal
dimensionalities.

In MD-MPB, the widths wq (i.e., the slopes) of cone peaks are scaled by 1/d, which will
make the peaks wider. Thus, the cone peaks are defined as

A (x%, hy(t), wy(?), cg(t)) = hgy(t) — wy(t) de - cg(t)H /d. (3.6)
The scaling is done to prevent the benchmark from favoring solutions with lower dimen-
sionalities. Otherwise, a solution whose elements differs from the optimum by 1.0 each,

would be a clearly better solution with a lower dimensionality as the Euclidean distance
is used.

3.2 Multiswarm FGBF and MD-PSO on (MD-)MPB

3.2.1 Algorithm Adaptation for MPB

To apply multiswarm FGBF on MPB, the PSO fitness function can be set as the com-
plement of MPB fitness function defined by Eq. (3.1), i.e., f(x,(t)) = —F(xp,t). The
fractional fitness function needs to be defined. We used the following fractional fitness
function (to be minimized) to evaluate the j'* (j € {1,...,d}) element of the position of
particle p:

Fi (1) = (%p5() = €4,5(1))%, (3.7)

where ¢, is the centroid of the peak yielding the maximum A(x, hq(t), wqy(t), cq(t))) either
for the position x,, or, alternatively, for the entire swarm. We call the former mode the
current peak mode and the latter the swarm peak mode. Both modes were considered and
evaluated separately. For MD-MPB, the same f; was used (here given with a notation
considering also the solution dimensionality):

5 (<00) = (<00 - o) (38)

When solution b 4 is created in a certain dimensionality d, we allowed the FGBF algorithm
to use elements from particle positions in different dimensionalities. As a matter of fact, as
the peaks in MD-MPB directly share the common elements, it is enough to create just one
b 4 solution in dimensionality d,.x and then the b 4 solutions with lower dimensionalities
can be obtained by leaving the excess elements out. To pick the j** element from a
solution Xg when creating b4, its dimensionality naturally has to be j or higher. This
approach allows FGBF to exploit the similarity of different dimensionalities and the
information gathered in other dimensionalities. Note that it is still possible that, in some
search space dimensionalities, b% beats the current global best solution, b‘é, while in
other dimensionalities it does not.

Due to the shared elements of the peak positions in different dimensionalities in MD-MPB,
allowing swarms to converge on the same peak in different dimensionalities would be
squandering. Therefore, we extended the mutual repulsion between the swarms to affect
swarms in different dimensionalities. To accomplish this, we compute the distance of two
swarms still as the distance between their bg solutions. If the solutions have different
dimensionalities, only the common elements are considered.



18 Chapter 3. Dynamic Optimization

3.2.2 Experimental results

In Publication IV, the multiswarm FGBF was tested on MPB Scenario 2 and evaluated
against other dynamic optimization methods. The results are given in Table 3.1. The
multiswarm FGBF achieved clearly better results than any earlier PSO-based dynamic
optimization method. The overall best results were obtained using a method based on
the Extremal Optimization algorithm [88], but this algorithm was designed specifically
for MPB and its applicability for other practical dynamic problems is not clear. The
best FGBF results given in the table were obtained using the swarm peak mode with 10
swarms and 4 particles in each swarm.

Table 3.1: Best results on MPB Scenario 2 [Publication IV]

Source Base algorithm Offline error
Blackwell and Branke [14] PSO 2.16 +0.06

Li et. al [78] PSO 1.93+0.06
Mendes and Mohais [84] Differential Evolution 1.75 £ 0.03
Blackwell and Branke [15] PSO 1.75 £ 0.06
Multiswarm FGBF PSO 1.03£0.35

Moser and Hendtlass [88]  Extremal Optimization 0.66 =+ 0.02

When we examined the current error (the difference between the current global maximum
and the current best result achieved by the algorithm) during the test runs, we observed
the expected behavior illustrated in Fig. 3.1. The error temporarily grew larger after each
environmental change, but soon the algorithm usually caught the global optimum again.
Importantly, at the very beginning, the error was generally clearly larger than immediately
after later environmental changes. This shows the benefit of using an algorithm designed
for dynamic optimization instead of restarting the algorithm after each environmental
change. It was also observed that, during the first few At iterations, the current error was
generally higher and the global optimum (zero error) was not yet reached. We concluded
that at least some of the swarms did not yet converge on a peak. Generally, the initial
convergence seems to be more difficult than to keep tracking a peak after environmental
changes. In the few cases where the algorithm could not find the global optimum between
environmental changes a swarm had most likely lost its followed peak for some reason.
Possibly a peak became too narrow and/or low or maybe two peaks were so close to each
other that the swarm was reinitialized as a result of repulsion.

We also evaluated the effect of multiswarms and FGBF on the current error by running
experiments without multiswarms or without FGBF. In these experiments the swarm
peak mode was used. The results are illustrated in Fig. 3.2. Both multiswarms and FGBF
proved to be essential for the algorithm performance. Without multiswarms, the single
PSO swarm is most likely converging to a single peak and keeps following that peak. The
changed center position can be found quickly, but the solution quality is limited by the
current fitness of the peak. The multiswarms alone without FGBF performed somewhat
better. Immediately after environment changes, the current error was only slightly worse
than with FGBF. However, without FGBF, the algorithm could seldom find the global
optimum. Either there was no swarm converging to the highest peak or the changed peak
center position could not be found before the environment changed again.

On MD-MPB, we could not make comparisons against other methods as they were not
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Figure 3.2: Effect of multiswarms (left) and FGBF (right) on current error on MPB Scenario 2
[Publication IV]

designed to handle multidimensional environments. The best results were now obtained
using the swarm peak mode with 10 swarms and 7 particles in each. The combination
of multiswarms with MD-PSO and FGBF was able to track the changes of optimal
dimensionality usually immediately. This can be largely accredited to FGBF. Also a
single swarm with FGBF could effectively track the optimal dimension, but multiswarms
without FGBF did not have this ability. Otherwise, the observations on the effect of
multiswarms and FGBF were similar to the unidimensional case. Generally, it took a bit
longer to overcome the initial phase of a higher current error and to recover from losing
peak tracking. This is natural, i.e., as the search space is more complex, the algorithm
converges slower.






4 Particle Swarm Clustering

Clustering is an unsupervised process aiming at dividing dataset items into natural groups.
Items in one group should be as similar as possible and items in different groups should
be well separated. Clustering can be exploited in many more advanced data analysis
activities, such as classification, object recognition in images, social network analysis
etc. Due to numerous applications benefiting from improved clustering quality, a lot of
research activities have focused on different clustering methods and on evaluating the
results, i.e., clustering validity assessment.

The most well-known and widely used clustering algorithm is K-means [109]. K-means
iteratively finds K centroids and each data item is then assigned to the cluster defined by
the closest centroid. Thus, the algorithm always partitions the dataspace into Voronoi
cells. While this approach cannot produce partitions with arbitrary shapes (two examples
are given in Fig. 4.1), this is usually not a severe problem, since natural data classes
commonly have near-Gaussian distributions. Another serious drawback of the K-means
algorithm is that it assumes the number of clusters, K, known a priori. K-means is also
a hill climbing algorithm that will get stuck in the nearest local optimum in the search
space. Therefore, when used with complex datasets, the global convergence capability of
the K-means algorithm is fully dependent on its initialization. However, K-means is a
fast algorithm and can be run several times and using different values of K. For simple
datasets, some of the obtained solutions are likely to be sufficiently good and a properly
chosen Clustering Validity Index (CVI) can be used to select the best partition and the
best cluster number.
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Figure 4.1: Two examples of data distributions, which cannot be successfully clustered into
Voronoi cells
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When the dataset complexity increases, more and more K-means runs are required to
find satisfactory partitions until at some point it is probable that all the K-means runs
get stuck into local optima far from a satisfactory result. Therefore, with more complex
datasets, a more powerful clustering method, such as an evolutionary algorithm [45],
deterministic annealing [100], or a swarm intelligence algorithm [1], is needed.

Using PSO for clustering is generally referred as PSC. In PSC, as in other PSO appli-
cations, each particle’s position represents a complete solution to the problem. This
is commonly realized using either partition-based or centroid-based particle encoding.
In partition-based encoding [56], each particle is a vector of I integers, where the
j*" element represents the cluster label assigned to item 7,7 € {1,..,I} and I is the
number of data items to be clustered. In centroid-based encoding, the position of
particle p defines a set of potential cluster centroids in an d-dimensional data space:
Xp ={my1,...,my,,...,my g}, where m, ; represents the 4t cluster centroid and K
is the number of clusters. In the same manner as K-means, PSC with the centroid-based
encoding divides the dataspace into Voronoi cells. The partition-based encoding can
produce clusters of arbitrary shape, but for larger datasets, the particle dimension gets
too high, and therefore, the centroid-based encoding is more commonly used.

The first centroid-based PSC technique was proposed in [93]. Its major limitation was the
need to manually define the number of clusters, K, a priori. Another clustering technique
proposed in [94] overcame this limitation by using binary PSO to select which of the
potential particle centroids should be included in the final solution, but in this technique
the K-means algorithm was used to refine centroid positions.

4.1 Clustering with MEPSO

Das et al. [26] proposed an algorithm using MEPSO (described in Section 2.3) for selecting
the number of clusters and finding the centroid positions. They proposed also a particle
encoding scheme where each particle position consists of a user-defined maximum number
of cluster centroids, K ,.x, along with activation thresholds for each centroid. The position
of particle p is encoded as a Kpax + Kmax * d-dimensional vector: x, = {Tp1,. -, Tp Kpos
myq,...,my g, where Tp, 5, j € {1,..., Kmax} is an activation threshold in the range
of [0,1] and m,, ; represents the j* (potential) cluster centroid. The activation thresholds
can inactivate cluster centroids, and thus, the final number of clusters can be below K ax.
The j** centroid is included in the solution proposed by particle p only if T,; > 0.5.
If there are less than two active clusters in a solution, one or two randomly selected
activation thresholds, T}, ; < 0.5, are reinitialized to a random value in the range of
10.5,1]. Xu et al. used similar particle encoding for Differential Evolution Particle Swarm
Optimization (DEPSO) in [122, 123]. They also deactivated any cluster having less than
two items by setting its activation threshold to a random value in the range of [0, 0.5] and
then checked whether the condition on the minimum number of clusters is still satisfied.
In Publication VIII, this slightly modified approach was applied with MEPSO.

We observed in Publication VIII that the above described particle encoding is susceptible
to underclustering, i.e., often finds too few clusters. A probable reason is that each
particle position basically represents partitions with all the considered numbers of clusters
simultaneously. The algorithm will likely first encounter some decent solutions with
smaller numbers of clusters and particle positions will be attracted closer to these
solutions. However, in clustering, the same centroid positions are usually not optimal
for higher numbers of clusters. This is illustrated in Fig. 4.2. If the algorithm first finds
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Figure 4.2: Possible cluster centroids (stars) for a dataset. Filled large stars form a desired
solution with three clusters and unfilled large stars with two clusters. [Publication VIII]

a near-optimal two-cluster solution shown by unfilled large stars, just adding a third
centroid does not form a proper three-cluster solution. This means that the particle
encoding creates strong local optima with lower numbers of clusters. Often the final
number of clusters is too low because one of such optima has been too difficult for the
applied algorithm to escape.

4.2 Clustering with MD-PSO and FGBF

MD-PSO and FGBF were first applied to clustering in [67]. Later, clustering with
MD-PSO and FGBF has been applied, for example, for dominant color extraction [69],
Holter register classification [64], and Radial Basis Function Neural Network (RBFNN)
training ([54, 60], Publication VII). It has been observed that, when adapted properly,
MD-PSO with FGBF can lead to an optimal clustering performance even in highly
complicated datasets.

A straightforward multidimensional extension of the basic centroid-based encoding can
be used with MD-PSO. In the extension, particles can move in every search space dimen-
sionality d € {dmin, - - - ; dmax } and in the d** dimensionality particle positions represent d
potential cluster centroids, i.e., xg ={m,1,...,m, ,...,myq}. The dimensional PSO
process guides particles toward the optimal number of clusters, while the positional PSO
process helps refine the centroid locations with a certain number of clusters. As MD-PSO
has separate solutions for different cluster numbers, it will not encounter similar strong
local optima with low numbers of clusters as MEPSO (described in Section 4.1) and
underclustering is not a problem to the same extent.

FGBF can improve the clustering performance by combining the best individual elements
of cluster positions, i.e., cluster centroids. It creates an artificial solution, b4, to compete
with the b¢ solution in every dimensionality d € {dmin,--.,dmax}. However, it is
challenging to evaluate individual solution elements, because the quality of a certain
centroid always depends on the other selected centroids. This is evident in Fig. 4.2.
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Figure 4.3: To ensure selecting centroids representing different natural clusters, the FGBF
operation exploits MST's

Combining the unfilled large stars to form b?% or the filled large stars to form b3 would
probably help MD-PSO find better overall clustering solutions, but combining both
filled and unfilled stars into a single solution is clearly not desired. A poorly chosen
centroid combination can also result in a situation where no data items are assigned to the
clusters defined by certain centroids. It is not feasible to consider all the possible centroid
combinations when creating bdA solutions, but purely local centroid fitness evaluation
based only on the data items without consideration of other centroids in the solution
would likely produce undesired solutions.

To ensure that at least one data item is assigned to each cluster, the FGBF operation uses
only centroids which, among all the possible centroids, are closest to at least one data item.
To avoid selecting centroids representing the same natural data cluster, spatially close
centroids are first grouped into centroid groups using a Minimum Spanning Tree (MST)
[74]. A certain number of centroid groups, d € {dmin, - - -, dmax}, can be obtained from
the MST simply by breaking the d — 1 longest MST branches. The artificial solution
b‘fq is then formed by choosing only one centroid form each group. This is illustrated
in Fig. 4.3. Potential cluster centroids are represented by stars. The filled stars form
the subset of centroids having at least one data item closest to them, while the unfilled
stars will not be used in the creation of b%. When creating b?%, the 4 — 1 = 3 longest
MST branches marked with dashed line would be first broken to obtain 4 centroids group.
Only one centroid is then selected from each group.

Originally, in [67] and in most applications thereafter, the fitness function for MD-PSO
clustering was set as the quantization error or the average distance of data items to their

cluster centroids:
d
1 Z—1m, ;
f(Xg) _ EE : § : H T p,JH’ (4_1)

j=12€C; J
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where d is the solution dimensionality (number of clusters), a data item z belongs to the
cluster Cj, if the centroid m,, ; is closer to it than any other centroid in x¢ 5, and [; is
the number of data items belonging to C;. The fractional fitness function to evaluate
the individual element Xp j (i.e., centroid m,, ;) was simply the average distance between
the centr01d and the data 1tems belonging to that cluster in the overall solution defined

by xp.
||Z my, ||
xp )=y (4.2)
zcC}

Naturally, it is not guaranteed or even probable that the same data items will be assigned
to the cluster defined by the centroid xg, ; When combined with different centroids in
solution bff‘. Nevertheless, these fractional fitness function values are easy to compute
simultaneously with computing the overall fitness function values according to Eq. (4.1)
and they serve as a proper approximation of the centroid quality.

In Publication VIII, we conducted an extensive comparison of CVIs that can be used for
fitness evaluation in PSC. The quantization error was not among the best performers.
We also proposed an improved strategy to carry out fitness evaluation. The findings
of Publication VIII are discussed in Section 4.3. The fractional fitness score used in
Publication VIII was slightly modified from Eq. (4.2) to

M
d e lzg —my
(xp,,) = ;71 — (4.3)

where M = min (10, ;) and zj; represents the i*" closest data item to m,, ;. Due to
computational simplicity, only data items assigned to cluster C; defined by m,, ; in
solution x;‘f were considered. It should be remembered that the FGBF operation is only
used as means to avoid premature convergence. If FGBF cannot improve the results, it
will not have any effect on MD-PSO as the artificial solutions will not be used.

To further fine-tune the FGBF operation for clustering, the fractional fitness function
could be selected together with the clustering fitness function. This could allow computing
the fractional fitness functions values simultaneously with computing the overall particle
fitness as in the earlier works where Eq. (4.1) and Eq. (4.2) were used as the overall and
fractional fitness functions, respectively. In addition to the computational benefit, further
resemblance of the overall and fractional fitness functions might also result in improved
b 4 solutions, but this remains a topic for future research.

4.3 Evaluation of Clustering Validity in Particle Swarm
Clustering

The quality of a clustering result, i.e., a data partition, can be evaluated using a CVI.
External CVIs compare the partitions with some ground truth information such as item
labels. In general, there is no need for clustering if such ground truth data is available, and
therefore, external CVIs are mainly used for verification purposes. Internal CVIs evaluate
partitions purely based on some internal data properties such as cluster compactness and
separation. Relative CVIs allow ranking of different partitions. PSC methods generally
select an internal relative CVI as their fitness functions. The selection of a proper CVI
is essential to obtain proper results. If the selected fitness function does not model the
search space well, the clustering results will be poor no matter how advanced the applied
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algorithm is. Nevertheless, fitness function selection in PSC has received surprisingly little
attention. Xu et al. [123] provide some insight into selecting the PSC fitness function, but
most new PSC applications simply adopt a fitness function from an earlier work, while
often changing it would be an easy way to improve the results. There are several general
CVI comparisons, e.g., [4, 29, 86, 118], but their results are not consistent and may not
directly correlate with the suitability of the CVIs to be fitness functions in dynamic PSC.

Because in dynamic clustering the number of clusters is unknown, it is important to know
how a specific CVI will behave with varying cluster numbers. Several CVIs which have
been successful in general CVI comparisons do not get their minimum/maximum value
on the optimal number of clusters. With them, different statistics, such as maximum
increase/decrease or maximum/minimum of the second differences, are better suited to
detect the optimal number of clusters [29, 38]. Such CVIs as fitness functions may mislead
PSO, which is simply searching for the optima. It should also be noted that PSC is often
a pre-step to a more advanced operation, such as Electrocardiogram (ECG) classification
in [64] or training of RBFNNs in Publication VII. Each obtained cluster is processed
in a certain manner, and commonly, it is easy to process few clusters similarly, but it
is more problematic if the items assigned to a single cluster should not have the same
treatment. Therefore, if the partitions are otherwise meaningful, CVIs causing the PSC
application to overcluster can be usually preferred to those CVIs that will more likely
lead to underclustering.

Most existing CVIs depend on the cluster centroids in some way. In PSC fitness evaluation,
the centroid locations in CVI formulas are traditionally directly replaced by the particle
positions [67, 93, 122]. This seems appropriate, as the purpose of the fitness function is to
evaluate the fitness of the particle position as a clustering solution. However, usually the
computational centroid of the items assigned to the corresponding cluster differs from the
exact position defined by the particle as illustrated in Fig. 4.4. It can be argued that, if
two different sets of centroids result in the same final data partition, their fitness should
be equal. Furthermore, in a situation similar to that in Fig. 4.4, the traditional PSC
approach would most probably later converge so that particle positions and computational
centroids match, but the computational effort required would be wasted in the sense that
the final data partition would not improve further.

In Publication VIII, we proposed using Fitness Evaluation with Computational Centroids
(FECC), where the fitness of a particle position is computed using the values of the
corresponding computational centroids. With FECC, the particle positions resulting in
the same final partition will get the same fitness value. However, in real-life clustering
problems, clusters are usually not as well separated as in Fig. 4.4. Moving the particle
centroids to match with the computational centroids would result in different cluster
memberships, which is a well-known fact from the functioning principle of K-means. We
believe that in such situations FECC has a greater potential to guide the PSC process
toward better partitions. With the traditional approach, a promising partition may be
penalized and lost only because the particle positions are somewhat outside the data
distribution. The FECC approach can be easily used with any PSC method where the
fitness evaluation is performed using a CVI depending on the cluster centroids. The
only modification needed is the computation of the mean of the data items assigned to a
certain cluster before computing the value of the selected CVI.

In Publication VIII, we also conducted an extensive comparison of CVIs as PSC fitness
functions. We considered 17 CVIs. 14 of them could be applied using both the traditional
and FECC approaches. The experiments were conducted over 720 synthetic and 20 real
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Figure 4.4: An example of different centroids proposed by a particle and computational
centroids [Publication VIII]

datasets with varying properties. Both MEPSO and MD-PSO were used for clustering
and three different external CVIs were used to evaluate the obtained partitions.

The overall fitness function ranking over the synthetic datasets is given in Fig. 4.5. The
fitness functions operating with the FECC approach are denoted with an asterisk. All
the best ranking indices were using FECC. The conducted statistical significance analysis
confirmed that, for all the best performing CVIs, the FECC approach indeed improved
the performance significantly. The winner fitness function was Xu index defined as

Xu = dlog < ‘Z?ﬁ) flogK, (4.4)

where [ is the number of data items, d is data dimension, K is number of clusters, and
ssw is the within-cluster sum-of-squares defined as

K K
ssw = Z ssw; = Z Z |z — m||?. (4.5)
i=1

i=1zcC;

Here m; is the centroid (the computational centroid for Xu* and the centroid defined by
a particle position for Xu) of cluster C;. The definitions of the other evaluated CVIs are
given in Publication VIII. The publication compares the fitness functions under various
conditions and provides further recommendations on fitness function selection for different
situations.
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Figure 4.5: Average fitness function ranks for PSC over 720 synthetic datasets [Publication
VIII]



5 Training of Artificial Neural
Networks

The human brain has an amazing ability to learn from experience and to gain deeper
understanding of why things happen the way they do. Artificial Neural Networks (ANNs)
have been inspired by the brain and other biological nervous systems. They strive for
the same learning and understanding ability and the models have some similarities with
biological nervous systems. The purpose has not been to build a faithful model, but to
gain a maximal learning ability with feasible computational and memory requirements.
Generally, all ANN models are defined using the following three properties [81]:

o Architecture defines the network topology and parameters.
o Activity rules define how a neuron responds to its inputs.

e Learning rules specify how the network parameters change with time.

ANNSs can be described as directed graphs whose nodes (i.e., neurons) perform some
activation function to their inputs and then give the results forward to be one of the
inputs for another node until the output neurons are reached. ANNs can be divided
into feedforward and recurrent networks based on their connectivity. The recurrent
topology can contain backward loops, while the feedforward topology has only forward
connections. The feedforward networks are significantly more common due to their easier
training. Usually, they are organized into layers of neurons and only the neurons in
adjacent layers can be connected. The input layer is commonly just a passive layer, where
no computations are carried out. Therefore, it is not counted to the total number of
layers, L. The layers between the input and output layers are called hidden layers. A
typical activation function is of the form

N
y;c =a Zwékzj - 05@ ) (5.1)
j=1

where y! is the output of neuron k in layer I, N is the number of inputs, z; is the j*
input to the neuron, wé i is the weight for the connection between neuron k and its gth
input, and 92 is the bias of the neuron k in layer {. The number of input neurons, N°,
and the number of output neurons, N°, are defined by the problem, while the number of
hidden layers and the number of neurons in each hidden layer must be somehow decided
during the network design. A sample feedforward ANN is illustrated in Fig. 5.1. It has
three layers: two hidden layers and the output layer. The figure also shows the connection
weights w?l and the bias 6% for the first neuron in layer 2.

29
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Input layer First hidc_ien Second hisiden Output layer
layer = layer = = laver 3
layer 1 layer 2 Y

Figure 5.1: An example of fully-connected feedforward ANN [Publication I

Typical applications for neural networks are classification, regression, data processing (e.g.,
clustering, filtering), and robotics. Some commonly known network models are Multilayer
Perceptrons (MLPs), RBFNNs, Recurrent Neural Networks (RNNs) [89], Autoencoders
[9], and Convolutional Neural Networks (CNNs) [73]. In this thesis, MLPs and RBFNNs
applied to classification are covered in more detail.

5.1 Multilayer Perceptrons

MLPs are feedforward networks having a topology similar to Fig. 5.1. They have smoothly
nonlinear (differentiable everywhere) activation functions. The nonlinearity is important,
because otherwise MLPs could always be reduced to Single-layer Perceptrons (SLPs)
having equal capabilities. A commonly used activation function is the sigmoid function:

1
Yi = o , (5.2)

1, =1_pl
wWinY; 05

14+ e Zj=1 ik

where N'~1 is the number of neurons in the previous layer [ — 1. When computing outputs
of the first hidden layer, yé_l refers to the j** element of the network input, Zj.

5.1.1 Training MLPs with Backpropagation

The most common approach to MLP training is Backpropagation (BP). The early versions
of the algorithm date back to 1970s. Rumelhart et al. [101] significantly contributed to
the popularization of BP in 1986. During 1990s and 2000s several improvements to the
BP algorithm were proposed, but only in 2010s BP has gained its current huge popularity
thanks to the emerging deep learning techniques [102].

The BP algorithm can be considered to be a generalization of the least mean squares
method. It is an iterative gradient descent technique aiming to minimize the Mean
Squared Error (MSE) between the target outputs and actual computed outputs. The BP
algorithm consists of two passes: during the forward pass, the input pattern is propagated
through the network, and during the backward pass, the error is propagated backwards
through the network to update the weights. The general idea of the BP algorithm can be
summarized as follows:
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1. Initialize randomly all the network weights, wé > and biases, 92.

2. Feed a training pattern p to the network. Compute the outputs, yfcp, for all the
neurons.

3. Calculate the error between the computed output, y,‘gp, and the desired output, ¢y,
as exp = tgp — Y, for each output layer neuron k.

4. For each neuron k and for each network parameter hy (either wé-k or 61) calculate

the partial derivatives gf:, where E, is the total training error computed over
all N° output neurons when training pattern p is fed to the network defined as
E, = % ch\:l eip. The name of the BP algorithm comes from this step: for MLPs
it is necessary to start calculating the partial derivatives from the output layer and
then iteratively proceed backwards toward the input layer. The formulas for the

partial derivatives can be found in [44].
5. Update the parameters as

OE,

e+ 1] = huft] = g2,

(5.3)

where 7 is the learning rate.

6. Repeat steps 2-5 until a stopping criterion is reached. To reduce the risk of being
trapped into a local minimum, it is recommended to randomize the order of the
training samples at every epoch (full presentation of the whole training set).

The BP algorithm is computationally efficient training algorithm, which explains its
current popularity. It can handle huge datasets in a reasonable time. However, it has also
some disadvantages. It is, after all, just a gradient descent method, which can get trapped
into a local optimum and is dependent on its initialization. The learning rate parameter,
7, is very important. Failing to set it properly may lead to either oscillations or extremely
long training times. Furthermore, BP can operate in a fixed network architecture only.
This means that the architecture must be set prior to training. Usually the architecture
is set based on general rules or previous experiments and, therefore, may not be optimal
for the current problem.

5.1.2 Training MLPs with Particle Swarm Optimization

To use PSO to train MLPs, the problem must be formulated as a solution space suitable
for PSO search. The particle positions can be formed as

Xp = {{w]lk}’ {9119}’ {wjzk?}7 {913}7 e {ijlc}’ {(9/];}}’ (5'4)
where {wék} and {6.} are sets of weights and biases needed for layer I.

The quality of the obtained networks can be evaluated using MSE, which is now computed
over all I training patterns.

I N°
1 o
MSE = o SN ey — upy)* (5.5)

p=1k=1

The MSE is directly used as the fitness function for PSO particles.
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5.1.3 Comparison of BP and PSO for Training MLPs

Early comparisons of BP and PSO include [83, 114]. In [114], different PSO-based
training techniques were shown to be superior to BP and GA-based training in terms of
the obtained classification accuracy in the test set. The results obtained by Mazurowski
et al. [83] were quite the opposite and the BP training was superior on imbalanced classes.
Also in other studies comparing BP with evolutionary training methods such as GA,
contradictory conclusions are drawn. We believe that the contradictory conclusions can
be explained by the fact that in the earlier comparisons only one or few MLP topologies
have been considered. However, the topology selection should not be neglected. It can
drastically change the results and for any given problem it may be possible to find a
topology where either of the compared algorithm performs better.

In Publication I, we proposed a new comparison procedure that systematically and
exhaustively considered all the network architectures within an architecture space defined
by the range of layers, { Lyin, Lmax }, and the range of numbers of neurons in each hidden
layer I, {NL. ,N!_}. The creation of the architecture space is defined in more detail
in Section 5.1.4 and the architecture space used in Publication I is shown in Table 5.2.
Furthermore, both algorithms were applied using two different iteration numbers (high
and low).

The most important result in Publication I was that the comparison results indeed
varied between the different architectures and the iteration numbers. The variation over
different architectures is illustrated in Fig. 5.2. It is clear that in the comparisons and
the applications, it is not enough to consider a single architecture. Table 5.1 shows the
best average test classification errors obtained on different datasets and whether it was
obtained using the low or the high iteration number. As can be seen, the iteration number
is also an important factor that can change results. In Publication I, PSO demonstrated
better average test classification error.

Table 5.1: The best average test classification errors for BP and PSO [Publication IJ

Dataset Method Test CE It. number
Breast cancer BP 0.0101 £ 0.0024 low

PSO 0.0078 +£0.0024 low
Diabetes BP 0.2175 + 0.0112 low

PSO 0.2135 £ 0.0024 high
Heart disease BP 0.2222 + 0.0087 low

PSO 0.2043 +£0.0031 low

5.1.4 Evolving MLPs with Multidimensional Particle Swarm
Optimization

MD-PSO was suggested for evolving MLPs in [66]. The dimensional search process of
MD-PSO can be dedicated to search for an optimal network topology. This is realized
by proposing a systematic way to enumerate all the architectures in the architecture
space defined by two given range arrays, Rpmin = {N?,NL. ... NEmex=1 nol and
Rupax = {N*, Nt ., ..., NEmax=1 Nol The numbers of neurons in the input and output
layers, N* and N° are defined by the problem at hand and, thus, are the same in both
arrays. All the architectures are enumerated into hash indices using a hash function. The
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Figure 5.2: Train (top) and test (bottom) error statistics for BP and PSO on the architectures
0-40 defined in Table 5.2 over Diabetes dataset [Publication I

hash function starts from the simplest network, either a SLP or a MLP with Ly, — 1
hidden layer and N!. neurons in each layer, and continues to the most complex MLP

min
having Lmax — 1 hidden layers and N _ neurons in each layer.

max

The hash table for sample range arrays Ry, = {N%, 1,1, N°} and Rpax = {N%,8,4, N°}
is given in Table 5.2. The hash function associates the first index (d = 0) with the simplest
considered architecture (SLP) and the most complex architecture receives the highest
index (d = 40). MD-PSO can then perform its dimensional search by navigating between
the network architectures according to the hash table.

For each network topology, MD-PSO performs the regular positional search. The particle
encoding is a straightforward multidimensional extension of the encoding in Eq. (5.4):

Xg = {{wjlk}7 {oli}v {wjzk}7 {0%}7 sy {w?k}a {elccl}} (56)

In addition to the optimal solution found in the optimal dimension, dbg, MD-PSO provides
optimal solutions in all the other considered architectures. In dynamic systems, where
the solution space changes over time, MD-PSO can exploit the other optimal solutions
with different architectures when it continues its search in an altered solution space. In
this way, the MD-PSO can easily fine-tune the solutions in other architectures as well
and it may help it to find better solutions. In this thesis, this property is exploited in
Collective Network of Binary Classifiers (CNBC) discussed in Chapter 6. MLPs trained
with MD-PSO are also used for feature synthesis as described in Section 7.3.

Fig. 5.3, originally published in [66], illustrates the ability of MD-PSO to find optimal
network architecture. In the upper part, the statistics for BP training over all the
architectures in the architecture space in Table 5.2 are given. The lower part, shows a
histogram of the final best architectures found by 100 MD-PSO evolutions. Clearly, the
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Table 5.2: Architecture space defined by range arrays Rmin = {Ni7 1,1, N°} and Rmax =
{N1,8,4,N°}

Index Configuration Index Configuration Index Configuration

0 N* x N° 14 Nix6x1xN° 28 Nt x4x3xN°
1 N x1x N° 15 Nitx7x1xN° 29 N x5x3x N°
2 N x2x N° 16 Nix8x1xN° 30 N x6x3xN°
3 Nt x 3 x N° 17 Nix1x2xN° 31 NP x7x3xN°
4 Nt x4 x N° 18 Ntx2x2x N° 32 N* x 8x3x N°
5 Nt x5 x N° 19 Nix3x2xN° 33 Nix1x4xN°
6 Nt x 6 x N° 20 Nix4x2xN° 34 Nt x2x4x N°
7 N x7x N° 21 Nix5x2x N° 35 Nt x3x4x N°
8 Nt x 8 x N° 22 Nitx6x2x N° 36 Nix4x4x N°
9 Nix1x1xN° 23 Nix7x2xN° 37 NP x5x4x N°
10 Nix2x1xN° 24 Nix8x2x N° 38 NP x6x4xN°
11 Nix3x1xN° 25 Nix1x3xN° 39 N? xT7x4x N°
12 Nix4x1x N° 26 Nix2x3xN° 40 Nt x8x4x N°
13 Nix5x1xN° 27 Nix3x3xN°

chosen architectures match with the best BP statistics. Simpler architectures can be seen
somewhat favored.

5.2 Radial Basis Function Neural Networks

RBFNNSs have been successfully applied in several areas such as medical diagnostics [2],
robotics [79], dynamic system design [124], and stock index forecasting [104]. They are
feedforward neural networks with universal approximation ability. They always have a
single hidden layer of Radial Basis Function (RBF') neurons and a linear output layer. The
RBF neurons use a strictly positive radially symmetric activation function to transform
the input data to a new feature space usually having a higher dimensionality than the input
space. The mathematical justification behind this is Cover’s theorem on the separability
of patterns |25, see 44 p. 258] stating: “A complex pattern-classification problem cast
in a high dimensional space nonlinearly is more likely to be linearly separable than in
a low-dimensional space”. The number of hidden RBF units is usually high due to the
same theorem. The output layer then supplies the network’s response to the transformed
input data.

RBFNNs commonly have Gaussian basis functions as their activation functions:

g(z) = e(_H;;ﬂlz), (5.7)

where m and o are the center location and width of a Gaussian neuron and z is an input
vector. The outputs of RBFNNs are weighted sums of all the Gaussian neuron outputs:

N N (—Hz—r;m)
Yj = Zwkjgk(z) = Zwkje *%k ; (5.8)
k=1 k=1

where IV is the number of Gaussian neurons and wy; is the weight between the kth
Gaussian neuron and the ;% output neuron.
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Figure 5.3: Training MSE for exhaustive BP training on architectures 1-41 (top) and archi-
tecture histogram of 100 MD-PSO evolutions (bottom) over Heart Disease dataset. Originally
published in [66].

5.2.1 RBFNN Training

The training of RBFNNs consists of deciding the number of hidden neurons, assigning
the values of their center locations and widths, and finally assigning the weight values.
The center locations have been observed to have a more critical impact on the network
performance than their widths or the weights [119]. Also the number of hidden neurons is
important: too few neurons may be insufficient to learn a model, while too many neurons
may lead to overfitting [11, 35].

It is also possible to train RBFNN using BP or MD-PSO as described in sections 5.1.1
and 5.1.4 for MLP. A limitation with BP is that it cannot evolve the network architecture,
but it must be fixed a priori. Simultaneous search for the network topology and its
parameters can be performed using MD-PSO or some evolutionary or genetic algorithms,
but these methods are generally slow. A more common approach is to first define the
center locations and widths and then determine weights separately in the second phase.
Possible techniques for solving the center positions include supervised vector quantization
algorithms or supervised training of decision trees [103]. However, the most common
approach is to cluster the input items and put the RBF centers to the found cluster
centroids.

Originally, clustering was based on fully unsupervised input clustering approach, but soon
some partially supervised techniques were introduced. In the commonly used input-output
clustering approach, the input vectors are concatenated with the target output vectors,
and clustering is performed using these concatenated vectors. In Publication VII, we
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proposed a novel approach to bring supervision into the clustering step. We simply
clustered items class-by-class. The approach is called class-specific clustering.

In addition to RBF center locations, their widths have to be determined. Often acceptable
classification results can be obtained even by using the same widths for all centroids [44].
However, using a single width value may harm performance if there is a reason to assume
that RBF centroids correspond to clusters with varying sizes. This is typical for the
class-specific clustering approach as the distributions of different classes may be completely
different. Varying width values for each RBF neuron can be obtained using a simple
heuristic [52, 87] where, for each center, my, the distance to the nearest RBF center is
computed and multiplied by ~:

o = ymin(|lm; — m;||). 5.9
=y min(m = m ) (59)

With the class-specific clustering, only the clusters belonging to the specific class can be
considered when computing the distance. In [52], v = 5 was applied.

In the second learning phase, the network weights are determined typically using either
BP [87, 90] or the linear least squares technique [44]. As the only parameters to be set
are the weights between the RBF and output neurons, BP reduces to a linear regression
task.

5.2.2 Different Clustering Approaches in RBFNN Training
5.2.2.1 Input Clustering

The input clustering refers to the basic unsupervised clustering, where the available class
information is not considered in any way. The input clustering has been widely used in
RBFNN training, e.g., in [42, 44, 92].

5.2.2.2 Input-output Clustering

In the input-output clustering, the vectors to be clustered, z;’?O, are formed by concate-
nating the input vectors and the corresponding target output vectors weighted by a factor
& 10

z,,” = [zp, Bty), (5.10)

where z, is the p'* input vector in the training set and t, is the corresponding target
output vector. The weight 8 is commonly selected so that each element in the augmented
vector will have a similar order of magnitude [19]. As a result, the output part will be
emphasized more when the number of classes is higher and, thus, the 1-of-C-encoded
output vector (e.g., [1-1-1], [-1 1 -1], and [-1 -1 1] for the classes of a 3-class problem)
longer. After the input-output clustering, the RBF centers are obtained from the cluster
centroids by discarding the output part. The final network will operate with the inputs
only, as usual. It has been shown that with a suitable weight 8 the training error can
be made arbitrarily small by choosing a sufficiently large number of hidden neurons
[112]. However, this may lead to poor generalization ability and to an undesired network
structure.

While the input-output clustering is assumed to be superior to the input clustering, only
few studies have actually compared the two approaches. In [19], a better performance
as a dynamic model for a time series system was obtained when using the input-output
clustering approach, but in that comparison also different RBF center widths were assigned
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for the two approaches. In [113], the input-output clustering outperformed the input
clustering in function prediction on two datasets. Besides Publication VII, we are not
aware of any comparisons on classification tasks.

5.2.2.3 Class-specific Clustering

In Publication VII, we introduced supervision into RBFNN training simply by clustering
items class-by-class. We call the resulting approach class-specific clustering. Our mo-
tivation was the success of several divide-and-conquer methods, which obtain a better
final solution by dividing a complicated problem into several simpler subproblems. In this
case, it is significantly easier to perform clustering in a single class only. Even though the
clustering must be performed separately for each class, the smaller number of items to be
considered in each clustering guarantees a clear saving in the overall computational re-
quirement. The class-specific clustering approach has been applied in some earlier studies
[34, 50—52]. However, no comparisons against the traditional clustering approaches are
carried out, and the number of applications exploiting the class-specific clustering is still
marginal.

After the initial clustering, the results of the class-specific clustering can be further
improved by considering the centroid distribution. If two centroids for different classes
happen to be co-located or very close to each other, it clearly indicates that the surrounding
area should be modeled with more RBF centers in order to better discriminate these
classes. A possible rule for handling overlapping clusters from different classes is presented
in [34]. However, in Publication VII, we did not apply any post-processing, as we wanted
to clearly see the impact of the plain clustering approaches.

5.2.2.4 On Time and Memory Complexity

The time and memory complexities of most clustering algorithms depend on the number
of items I, the number of clusters K, and the data dimensionality d (e.g., O(IKd) for a
linear algorithm). The data dimensionality, d, for the input and class-specific clustering
approaches is directly the dimensionality of the input feature vectors, whereas for the
input-output clustering approach the data dimensionality is increased when creating
its input vectors according to Eq. (5.10). The final dimensionality is the sum of the
input vector dimensionality and the number of classes. Class-specific clustering must be
repeated for all C classes, but the number of items and clusters per clustering is smaller.
If it is assumed that items are uniformly distributed between classes, the total number of
clusters is the same as for input clustering, and an equal number of clusters is assigned
for each class, I¢% = I /C and K¢S = K!/C, where CS and I refer to the class-specific
and input clustering approaches, respectively.

The final cost of each clustering approach is determined by the selected clustering algorithm
and the data properties. For most real-life benchmark datasets, d’? ~ d! (IO refers
to the input-output clustering) and, thus, the complexities of input and input-output
clustering approaches are about the same. However, for some datasets, d’© > 2d’. In
the latter situation, the input-output clustering would take more than twice the time
required for the input clustering approach even when a clustering algorithm with a linear
complexity is applied. The class-specific approach is C' times faster than the input-output
clustering with an algorithm having a linear complexity, if the clustering algorithm is not
otherwise affected by the clustering approach. More benefit is gained if a slower algorithm



38 Chapter 5. Training of Artificial Neural Networks

is used. Furthermore, the class-specific approach may reduce the number of required
iterations, which will further increase the computational benefit.

5.2.2.5 Experimental Comparison Results

In Publication VII, we performed an extensive comparison of the input, input-output, and
class-specific clustering approaches over 25 benchmark classification datasets. We applied
three different clustering algorithms, namely K-means, APC_III [52], and MD-PSO. For
K-means, three different numbers of clusters were used: 3C, max(5C, VI ), and I/3. For
MD-PSO clustering, the winner of the fitness function comparison of Publication VIII
discussed in Section 4.3, the Xu index (Eq. (4.4)), was used as the fitness function.
However, we did not use the FECC approach, as it was not published at the time.
Eq. (4.3) was used as the fractional fitness function. The results were evaluated by the
classification accuracy and the geometric mean of recall values on the test set.

APC_IIT method and K-means with I/3 clusters produced the highest numbers of RBF
neurons. There was no statistically significant difference between the different clustering
approaches for these highest neuron numbers. Therefore, as the class-specific approach is
computationally the most efficient, it should be applied. For smaller numbers of neurons,
the class-specific approach also resulted in better classification results.

For MD-PSO and K-means with 3C' and max(5C, v/T) clusters, we detected statistically
significant difference in the overall results. Therefore, we further analyzed the pair-wise
differences using Wilcoxon Signed-Ranks test. For 25 datasets, the null hypothesis can
be rejected at the 0.05 significance level if T is less than 89 and at the 0.01 significance
level if T is less than 68. The obtained T-values are given in Table 5.3. On each line, we
compare two clustering approaches for one clustering method. Classification accuracy
and geometric mean of recall values are considered separately. The better performing
approach is bolded and the corresponding T-value is bolded if it signals that the null
hypothesis can be rejected at the 0.05 significance level. When the input and input-output
clustering approaches are compared with MD-PSO and K-means with 3C' clusters, the
winner approach is different for the classification accuracy and the geometric mean values.
Therefore, the table has two lines for these comparisons. However, the differences in these
cases are insignificant.

Clearly, in addition to its easier computation, the class-specific clustering approach
resulted in significantly better clustering results when the final number of neurons was
relatively small. Between the input and input-output clustering approaches, there were no
significant differences. However, we observed that the input-output clustering approach
can be beneficial when the number of classes is low in comparison with the feature vector
dimension. When the number of classes is high, the input-output clustering approach can
make the results deteriorate.
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Table 5.3: Wilcoxon Signed-Ranks test T-values for comparisons performed with different
clustering algorithms and performance measures (Acc.=accuracy, G-mean=geometric mean
of recall values, CS=class-specific clustering, I=input clustering, IO=input-output clustering)
[Publication VII]

Approach 1 T (Acc.) T (G-mean) Approach 2

MD-PSO
CS 34 46.5 10
CS 57 68.5 1
10 141 I
10 154.5 I
K-means with 3C clusters
CS 25 17.5 10
CS 27 9.5 I
10 143 I
10 146.5 I
K-means with max(5C,+/I) clusters
CS 56 55.5 10
CS 64 49.5 I

10 129 144.5







6 Collective Network of Binary
Classifiers

CNBC has strong similarities to the ensembles of classifiers. The main idea of the
ensembles of classifiers comes from the observation that different classifiers typically make
mistakes on different samples. If the error rates of individual classifiers are below 50%, it
is likely that the majority vote of the ensembles will result in the correct classification
decision. Also in practice, the ensembles of classifiers typically perform much better than
the individual classifiers that make them up [27].

To form a successful ensemble, classifiers should be accurate enough and diverse. The
diversity can be obtained in several ways. The classifiers can be of different type, but also
a single classifier type can provide diversity if the classifiers are based on different feature
sets or if they are trained using different subsets of the training samples [27]. Another
important question is how to make the final classification decision. The most typical
approach is majority voting, but there are also several other options, which can be used
if the classifiers output also the probabilities of each class [72]. One possibility is to give
the outputs of the initial classifiers as inputs to a separately trained output classifier [49].

The term ensemble of classifiers typically refers to classification systems where all the
individual classifiers simultaneously classify all the considered classes. It is also common
to divide the classification task into simpler binary classification problems. Each classifier
concentrates on a one-versus-all or one-versus-one classification subtask and the final
decision is reached considering all the binary decisions. A well-known example is the
multiclass Support Vector Machine (SVM) [46]. Typical aggregation techniques include
binary voting, i.e., MaxWins rule, for one-against-one classification and maximum confi-
dence strategy for one-against-all classification, but several other techniques have been
suggested. [39]

For any classification system, possibility for incremental training is a desired property.
This means that, when new data are added to the training set, it is not necessary to
retrain everything, but the new information can be learned on the top of the previously
obtained learning. The new data may mean new samples from the current classes, new
samples from a currently unknown class, or new features. New samples from the current
classes are easiest to accommodate and techniques are abundant. Also the addition of
new classes has been considered in several works. In [97], Polikar et al. introduced a
type of ensemble of classifiers, Learn++, that can be trained incrementally and also
accommodate later added new classes. The main idea of Learn++ is to select the training
subset used to train each new classifier so that samples misclassified by the ensemble of the
previously trained classifiers are more likely to be included. The class-incremental training
of one-against-all multiclass SVM is proposed in [127]. To the best of our knowledge,

41
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CNBC was a pioneer work in the sense that, in addition to new samples and new classes,
it can also incorporate new features without losing the already acquired learning.

CNBC is a semantic dynamic classification system based on the divide-and-conquer
paradigm. Learning of different classes is distributed to binary one-against-all classifiers
and, if there are several features available, the learning based on each feature is further
distributed for separate binary classifiers. Thanks to this approach and the applied
evolution technique, CNBC can incrementally learn both new classes and new features.
In Publication II, the CNBC classifier was used in the general image classification and
retrieval (see Section 6.2). In [70], the focus was especially on incremental training
results. In addition to general image databases, CNBC has been applied to databases
of macroinvertebrate images [61], polarimetric Synthetic Aperture Radar (SAR) images
[65, 111], and audio [68].

6.1 CNBC Topology

CNBC encapsulates several Networks of Binary Classifiers (NBCs) and each NBC corre-

sponds to a different semantic class, ¢ € {1,...,C}, where C denotes the total number
of classes. They, in turn, contain a number of evolutionary Binary Classifiers (BCs)
corresponding to available features, f € {1,...,F}, where F denotes the number of

features. A single BC, BCy, in NBC, is thus trained to solve the binary (i.e., two-class)
classification problem of whether its inputs belong to class ¢ according to feature f. The
outputs of all the BCs within NBC, are evaluated with a specific fuser BC. The inputs of
the fuser BC are the outputs of the other BCs and it has a single binary output indicating
the relevance of each media item to class ¢. The main idea of the CNBC framework is
to avoid the need of very complex classifiers by distributing the massive learning task
between numerous simple (or at least significantly simpler) BCs. The overall CNBC
topology is illustrated in Fig. 6.1.

Dataset Features
&Yy, FV,, .. FV, )

CVH\%V]
Tt
Class Selection

Figure 6.1: Topology of the CNBC framework with C classes and F' features [Publication II]
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Due to the scalability of CNBC it is easy to add or remove classes, i.e., NBCs, if the
database classes are modified. Furthermore, if new features are extracted, new BCs
can be similarly added in each NBC in order to take advantage of the new feature.
When such a modification is done, the existing NBCs or BCs need to be evolved only if
their performance is affected. Any classifier type and/or training method can be used
for the BCs. Using MLPs trained with MD-PSO as explained in Section 5.1 enables
efficient incremental training of the classifier. In addition to the current best network
topologies and parameters, the best networks in other solution space dimensionalities (i.e.,
network topologies) are saved. When an existing BC needs to be further evolved after a
change in classes or features, a MD-PSO swarm is initialized randomly as usual except
for a single particle, which is placed to the previous best position (in all the considered
dimensionalities). This allows the training procedure to widely exploit information
gathered during the previous training iterations, while it can still effectively adapt to the
updated solution space.

The evolution of the CNBC classifier is performed separately for each NBC following
a two-phase training strategy. In the first phase, all the BCs in the input layer are
trained. In the second phase, the training samples are propagated through the best BC
configurations found in the first phase and the outputs are concatenated to form the input
features for evolving the fuser BCs. In this way, the fuser BCs learn the significance of
each individual BC (or the corresponding feature) for the discrimination of that particular
class. Some features may not be very discriminative or useful at all for certain classes
and, during the second training phase, the fuser BCs can learn which features are the
most relevant for each class.

6.2 Experimental Results

In Publication II, CNBC was used for classification over two image databases: Corel 10
consisting of 10 classes and 1000 images and Corel Caltech 30 consisting of 30 classes
and 4245 images. On both databases, we evolved CNBC using MD-PSO and exhaustive
BP applied separately over each network architecture. Also two different feature sets
with 7 (188 elements in total) and 14 (2335 elements) features were used. The results are
summarized in terms of MSE and Classification Error (CE) in Table 6.1.

The results indicate that CNBC does not suffer from the major dimension increase (from
188-D to 2335-D). Instead, it shows better generalization ability with the larger feature set.
Thanks to the divide-and-conquer paradigm, CNBC can benefit from each new feature.
On Corel__10, MD-PSO training gives better training results, while BP outperforms
MD-PSO on the test set. Most likely overfitting to the training data occurs for MD-PSO.
On the larger Corel Caltech_ 30 database, exhaustive BP yields better training results
than MD-PSO, but the test results are similar. The test classification error for both
training methods has increased in comparison to the results on Corel 10. This is an
expected result for a larger database.

For Corel 10, we also experimented with incremental training and performed testing in 3
separate stages: classes 1-5, classes 6-8, and classes 9-10. The existing NBCs were further
evolved only if their performance fell below the minimum classification accuracy threshold.
The results labeled as Corel 10 incr. in Table 6.1 are the final results after all three
stages. The statistics have slightly deteriorated, which is expected as some retraining of
existing NBCs was purposefully skipped.
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Table 6.1: Classification statistics for CNBC [Publication II]

Database No. feat. Method Train MSE Train CE Test CE
. MD-PSO  0.32 3.55 20.18
Corel 10 BP 0.45 4.88 18.36
ore._ " MD-PSO  0.28 3.18 18.63
BP 0.34 3.33 14.54
. MD-PSO  1.36 6.89 28.63
Corel 10 BP 0.82 4.22 21.63
oret_ U mer. U MD-PSO  1.23 6.66 26.36
BP 0.91 7.55 23.81
. MD-PSO  0.54 8.10 33.40
BP 0.24 2.95 34.67
Corel_Caltech_30 U MD-PSO  0.33 5.47 36.33
BP 0.074 1.31 33.86

Table 6.2: CBIR statistics for CNBC [Publication II]

Corel _10 Corel _Caltech 30

No. features Evol. method ANMRR AP ANMRR AP
. MD-PSO 33.09 64.01 43.04 54.47

None 55.81 42.15 60.21 37.80

14 BP 22.21 76.20 32.00 65.37

None 47.19 50.38 62.94 34.92

In Publication II, CNBC was also applied for Content-based Image Retrieval (CBIR) by
using its outputs as new features. The results are given in terms of Average Normalized
Modified Retrieval Rank (ANMRR) and Average Precision (AP) in Table 6.2 accompanied
with results obtained by using the original low level features (Evol. method: None). It
is evident from the results that CNBC has significantly enhanced the retrieval results
regardless of the evolution method.



7 Feature Synthesis

CBIR and image classification systems generally operate on image features and their
performance is limited by the features’ discrimination power. Especially low-level features
automatically extracted from images are usually not discriminative enough to fully enable
distinction among images belonging to different classes. Visually very similar images
may belong to different classes or, vice versa, images belonging to the same class may
have completely different features. Higher level of understanding of image content is
required to understand the correct classes. This is known as the semantic gap problem.
To overcome the semantic gap, ground truth information is gathered from users. Several
different techniques to exploit the gathered information have been proposed. For example,
feature selection uses image labels to select features best discriminating certain classes
from each other. The original features are not changed, but the purpose is to find a subset
of features that best fits the current application and database.

Feature synthesis is a more advanced tool to tackle the semantic gap. It aims at trans-
forming the original features into more discriminative ones by applying some arithmetic
operations. This is illustrated in Fig. 7.1, where a successful feature synthesis operation
is applied on 2D features of a 3-class database. The discrimination power of the features
has clearly increased. In the figure, the dimensionality of the new synthesized features
equals to the original dimensionality, but the new features can also have a different
dimensionality. Even a very limited set of operators brings about an enormous number of
possible ways to combine elements of the old feature vectors. Together all the options
form a complicated multimodal search space. Therefore, the first efforts to carry out
feature synthesis were based on different EAs [7].
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Figure 7.1: An illustrative feature synthesis, which is applied to 2D feature vectors of a 3-class
database [Publication VI]
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7.1 Related Work

Already in 1983, Michalski proposed a methodology for inductive learning, which can
be considered as feature synthesis approach [85]. In his work, inference rules were used
to learn new structural symbolic descriptions from original observations. Sherrah et. al
[105, 106] used GP to combine selected original measurements with selected operators.
In their work, individuals were parse trees for functional expressions. The leaf nodes
were original measurements, constants, and statistics. The internal nodes were different
functions operating on the leaf node inputs. The features formed by the individuals
were evaluated according to the classification error obtained using simple classifiers. The
method was computationally heavy, but the classification error was significantly improved
in comparison to the original measurements classified with the same classifiers. In [95],
a similar GP-based method was applied on audio signals to automatically evolve music
descriptors. A feature generation method based on GA was introduced in [99] and applied
on artificial data and chromatography. The term feature synthesis was not used in these
early works, but different terminology was used to refer to the similar concepts, e.g.,
inductive learning, automatic feature selection and generation, or automatic evolution of
descriptors.

The term feature synthesis was adopted in [10, 125], where the first efforts in feature
synthesis for images were presented. GP was utilized to synthesize features for face
expression recognition. The individuals were composite operators represented by binary
trees whose internal nodes were primitive operators and leaf nodes were primitive features.
The primitive features were generated by filtering the original images using a Gabor
filter bank at 4 scales and 6 orientations (i.e., 24 images per an original image) and the
primitive operators were selected among 37 different options. To evaluate the fitness of
individuals, a Bayesian classifier was trained simultaneously with evolving the feature
synthesis and its classification accuracy in the training set gave the fitness values. Finally,
the whole database was synthesized using the best individual, and the corresponding
Bayesian classifier was used to classify the images into 7 expressions classes. In comparison
to similar classification methods not using feature synthesis, this approach brought only
a minor improvement to the expression recognition rate.

In [80], a similar feature synthesis technique based on Co-evolutionary Genetic Pro-
gramming (CGP) was applied on object recognition in SAR images. Now separate
subpopulations were used to evolve several feature synthesis operations, but the primitive
features were only one-dimensional properties computed from the images, and thus, each
operation produced a single one-dimensional composite feature. At the end, 20 feature
synthesis operations produced by 20 subpopulations were applied on all images and the
features were combined into 20-dimensional feature vectors. The classification accuracy
obtained with the synthesized features only occasionally surpassed the accuracy obtained
directly with the primitive features. The same technique was applied in [30] for image
classification and retrieval. The CGP was used to evolve 10-dimensional feature vectors
from the original 40-dimensional feature vectors. The classification accuracy obtained
using the new features was compared against the performance of a classifier using 10-
dimensional feature vectors generated by Multiple Discriminant Analysis (MDA) and a
SVM classifier using the original 40-dimensional feature vectors. The features synthesized
by CGP turned out to perform better than the features produced by MDA in all the tests.
Compared to the SVM classifier, the results were similar or better when the database
classes consisted of multiple clusters in the original feature space.
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In [76, 77], the CGP-based features synthesis method and the Expectation-Maximization
(EM) algorithm were combined into Co-evolutionary Feature Synthesized Expectation-
Maximization (CFS-EM). CFS-EM first uses a minor part of the training data to reduce
the feature space dimensionality and simultaneously learns an initial Bayesian classifier
using the CGP-based feature synthesis method. Then the whole database (the rest may
be unlabeled) is synthesized into a lower dimensionality, and finally, the classifier is refined
with the EM algorithm. The classification and retrieval results obtained by CFS-EM
were both improved compared to the CGP-only approach.

While the number of methods specially developed for feature synthesis is quite modest,
several classifier types, such as ANNs and SVMs, can also be considered as feature
synthesizers. For example, ANNs take the original features as inputs and try to learn
such internal parameters that would transform the inputs into 1-of-C-encoded (where
C' is the number of classes) output vectors. In the optimal case, the network defines
a synthesizer which can transform all inputs into the corresponding class vector (i.e.,
[1,0,...,0] for the first class and so on), and thus, the discrimination power of the features
has increased significantly. The simplest ANNs, SLPs, form in each neuron a weighted
sum of all input vector elements and pass it through a bounded non-linear function (e.g.,
hyperbolic tangent or sigmoid) to get one of the output vector elements. When the
network is trained, only the network weights and biases are optimized. Otherwise, the
synthesis based on SLPs follows a fixed path. MLPs have a more complicated network
structure, but they similarly learn a feature synthesis operation via weight optimization.

7.2 Evolutionary Feature Synthesis Using MD-PSO

In Publication III and Publication V, we proposed using MD-PSO for Evolutionary
Feature Synthesis (EFS). Our objective was to define an EFS method that can

e perform an optimal feature selection,

e search for optimal weights for each selected feature,

e search for optimal arithmetic, linear or non-linear, operators,
e search for the optimal output feature vector dimensionality,

e using any given fitness function to measure the quality of the solution.
To achieve the objectives, we used MD-PSO to

1. select W + 1 original (or already synthesized) feature elements, fo, ..., fw,
2. scale the selected features using proper weights, wy, ..., wy,
3. select W operators, O1, ..., Oy, to be performed over the selected and scaled features,

4. bound the results using a non-linear operator (e.g., hyperbolic tangent, tanh).

If the application of a specific operator, ©;, on features f; and fi is denoted as ©;(f;, fx),
a formula for the overall synthesis of a single element of the output feature vector can be
given as

yj = tanh(@w(...@g(G)l(wofo, wlfl), ’wgfg), ), ’LUwa) (71)
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In other words, the operator ©; is first applied to the scaled features fy and fi, then
operator O, is applied to the result of the first operation and the scaled feature fo and so
on, until the last operator Oy is applied to the result of the previous operations and the
scaled feature fyy. The positional PSO process within MD-PSO can select the proper
feature elements, weights, and operators, while the dimensional PSO process can optimize
the dimensionality of the synthesized feature vector (i.e., the number of feature elements).
The MD-PSO-based EFS can also be applied iteratively. The output of the previous
synthesis is simply given as the input for the next EFS run. The number of runs, R, can
be either specified in advance or adaptively determined so that more runs are carried out
until the fitness improvement is no longer significant.

The above described feature synthesis can be seen as a generalization of ANNs. A SLP
performs steps 2 and 4, but it does not apply feature or operator selection. A SLP
also adds a bias value to the sum of scaled features. To allow a similar mechanism, we
complement each input feature vector by a constant value of one. When a bias is beneficial,
MD-PSO can select this constant value instead of selecting one of the actual feature
vector elements, scale it, and combine it with other scaled features. Instead of summing
the bias as in SLPs, it may be combined using also another operator. Now setting R to 1,
W + 1 to be the dimensionality of input features, d, each feature selection as f; = fJ,
where f;; denotes the it" element of the input feature vector, and each operator 0O; to
be “+” limits the MD-PSO-based EFS technique to be equivalent to a SLP. Performing
several EF'S runs leads to a system similar to a MLP. The output dimensionality of ANNs
is fixed, but MD-PSO can optimize also the output feature dimensionality. Furthermore,
a major difference between MLPs and MD-PSO-based EFS is that MD-PSO evaluates
the fitness of the synthesized feature vectors at every run, while in a MLP only the final
fitness score (i.e., MSE between the actual and target output vectors) is considered.

7.2.1 MD-PSO Particle Encoding in EFS

The MD-PSO particles should be encoded in such a way that each particle position,
x;'f, represents a full set of parameters required for feature synthesis. The search space
dimensionality corresponds to the dimensionality of synthesized features. A position in
that dimensionality should then give all the information required to carry out feature
selection, feature weighting, and operator selection to form all the output elements.
Accordingly, each element of a position, ng, defines a way to synthesize the j** output
feature element. It should encapsulate the W +1 features, W +1 weights, and W operators
needed to perform the described synthesis. We encode it as a 2W + 1 dimensional vector
with W + 1 A-type and W B-type elements, which define the corresponding feature
synthesizer parameters as follows,

fi=|Ai]+1,i€0,...W
0; =[B;l,jel,... W,

where |z] and [z] denote the floor and ceiling operators, respectively. The ranges for
the A- and B-type elements are set according to the dimensionality of the input feature
vector, d, and the number of operators available, U, i.e., A; € [0,d[ and B; €]0,U]. The
weights, w;, are thus limited to the range 0 < w; < 1.

The particle encoding is illustrated in Fig. 7.2, where a position of particle p in dimension-
ality 6, xg7 is shown. As the position dimensionality is 6, the synthesized feature vector,
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Figure 7.2: An illustrative example of particle encoding of a position in dimensionality 6. W is
set to 3.

y(t), will have six elements and each feature vector element will be synthesized according
to the corresponding position element. In the figure, W is set to 3, which means that
3+1=4 elements of the input feature vector, y(t — 1), will be combined using 3 operators,
and the dimensionality of each element of the position, xg’ o187 (2W +1=7). Ouly the
first element, xg)l, is fully shown. If the i*" element of the input feature vector is denoted
as fl;), the formula for the synthesis of the first output feature defined by xg’l can be

given as

y; = tanh(min((wo fig) + w1 fi3)), w2 fi5)) * w3 fi3))- (7.3)

7.2.2 MD-PSO Fitness Evaluation in EFS

In Publication III, the synthesized features were used in image retrieval. There, AP, or
more precisely its additive inverse, was directly used as the fitness function for MD-PSO.
It is evident, however, that this fitness function is not applicable on larger databases,
because the computation of AP requires querying with every database image. When AP
is used for fitness evaluation, this must be done for every particle at every iteration.

In Publication V, we adapted a method similar to the one used in ANNs: We assigned
target vectors for each class and then evaluated the fitness in terms of MSE between the
synthesized output vectors and the target output vectors. However, we wanted to allow
MD-PSO to find the optimal output feature dimensionality and not to decide it a priori
as in ANNs. Therefore, we generated target output vectors for all dimensionalities within
the range {dmin, .-, dmax }. When generating the target vectors, we tried to achieve the
two criteria for a good Error Correcting Output Code (ECOC) suggested in [28], i.e.,
large row and column separation.

e Row separation: Each target vector should be well-separated in the sense of Hamming
distance from each of the other target vectors.
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e Column separation: Each column in the vector table should be well-separated in
the sense of Hamming distance from each of the other columns.

With large row separation, the final synthesized vectors can somewhat differ from the
target output vectors and still be able to discriminate between classes. Each column of
the target vector table can be seen as a different binary classification task. The original
classes having value 1 in the specific column form the first metaclass and the rest of the
classes having value -1 in that column form the second one. Depending on the similarity
of the original classes, some binary classification tasks are likely to be notably easier than
others. Since the same target output vectors should be used with any given input classes,
and thus, nothing can be assumed about their similarity, it is beneficial to keep the binary
classification tasks as different as possible, i.e., maximize the column separation.

There is no simple and fast method available to generate target vectors with maximal
row and column separation, but we used the following simple approach to create target
output vectors with row and column separations satisfactory for our purposes:

1. Form an empty target vector table with C' rows and dy,ax columns.

2. Assign by, as the minimum number of bits needed to represent C' values. Form a
bit table having C rows, byin columns, and the binary representation of the row
numbers {0, ...,C — 1} as its rows.

3. For each row of the target vector table, assign the first empty by, values equal to
the corresponding row in the bit table.

4. Move the first row of the bit table to the end of the table and shift the other rows
up by one row.

5. Repeat the previous two steps until the target vector table is filled.

Experimentally we observed that it is beneficial to add the following steps to the target
vector creation procedure:

6. Replace the first C' values in each target vector by a 1-of-C-encoded section.

7. Replace each 0 by -1 in the target vectors.

While step 6 reduces row and column separation, it is generally easiest to find a binary
classifier that separates a single class from the others. Therefore, adding the 1-of-C-
encoded section usually improves the results. The target vectors for dimensionalities
below dpax can be obtained by leaving out the excess elements at the end of the target
vectors. Since the common elements in the target vectors for different dimensionalities
are identical, FGBF can freely combine elements taken from particle positions in any
dimensionality.

The target output vector generation for a 4-class case is illustrated in Fig. 7.3. At the
beginning, there is a 1-of-C-encoded section of four elements, while the remaining elements
are consecutive binary representations of the row numbers 0-3 (i.e., byin = 2). dmax 1S set
to 10. For the sake of clarity, the elements set to -1 are shown as empty boxes.
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Figure 7.3: A sample target vector encoding for 4 classes.

Using the created target vectors, the fractional fitness scores for FGBF are computed as

i (Xif}(t)) = ZC: > (g —ui), (7.4)

k=1Vye€cy

where t;, ; and y; denote the j' elements of the target output vector for class ¢, and
the synthesized output vector, respectively. To compute the overall fitness score, the
fractional fitness scores for different dimensionalities are added together and the score is
then normalized with respect to the number of dimensionalities. As mentioned earlier, we
observed that the first C elements are usually the easiest to encode due to the 1-of-C-
encoded target vector section. To slightly increase the probability of MD-PSO to converge
on higher dimensions, we handle the first C' elements separately in the summation and
favor the remaining dimensionalities, d > C, by strengthening their normalizing divisor
with an additional power parameter, o > 1. We also set dp;, > C. Consequently, the
overall fitness function for MD-PSO can be given as

c C dp C
1 1
f(xgr () = C Z Z (thj —y;)" + @ —-0p Z (tr —u5)°-
j=1k=1VYyEck P j=C+1k=1VyEcy

7.2.3 Experimental Results

The MD-PSO-based EFS where 1-AP was used as the fitness function was tested in
Publication III on a 5-class database with 100 images in each class. 45% of the database
was used for evolving the EFS. Retrieval results using the original (RGB histogram) and
synthesized (after one and three EFS runs) features in terms of the standard ANMRR
measure are given in Table 7.1. The discrimination power of the features clearly increased
after applying EFS, but as mentioned, the computational effort required for all the fitness
evaluations is so large that the method is not feasible for much larger databases.

In Publication V, the MD-PSO-based EFS was used with the improved fitness evaluation.
CBIR results on a 10-class database with 100 images in each class are given in Table 7.2
in terms of ANMRR and classification results in Table 7.3 in terms of test classification

Table 7.1: CBIR results on a 5-class database [Publication III]

Features ANMRR

Original RGB 0.472
Synt. 1¢ run 0.392
Synt. 3"¢ run 0.277
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Table 7.2: CBIR results (ANMRR) on a 10-class database [Publication V]

Features RGB YUV LBP Gabor all

Original 0.589 0.577 0.635 0.561  0.504
Synt. 1% run  0.500 0.505 0.519  0.520  0.357
Synt. best run  0.385  0.397  0.396  0.428  0.280

Table 7.3: Test classification error on a 10-class database [Publication V]

Features RGB YUV LBP Gabor

Original 0.420 0.371 0.560  0.433
Synt. 1%t run  0.312  0.307 0.422  0.367

error. Again 45% of the database was used for evolving the EFS. In CBIR experiments,
the whole database was considered, while classification was conducted in the remaining
55% only.

Both CBIR and classification results exhibit a clear increase in discrimination ability.
It was also observed that while the CBIR results kept improving during several EFS
runs, the classification results barely improved after the first run. Most likely, the EFS
overlearns the training data on later runs. It can help further improve the CBIR results as
the training set is also considered, but the test set features are not improving anymore. On
larger databases, overlearning might not be encountered so early. However, initial testing
on much larger databases showed that MD-PSO-based EFS was no longer performing
well. Possible reasons are considered in the next section.

7.3 Feature Synthesis via One-against-all Perceptrons

The MD-PSO-based feature synthesis performs well on small (e.g., 1000 images) databases,
but the results are not equally good on larger databases. We assume that the performance
deteriorates because the method attempts to find a synthesizer which can simultaneously
discriminate all the classes from each other. When the number of classes grows, finding
a good solution capable of doing that soon becomes a practically impossible problem
for any optimization method. Also the GP-based methods introduced in Section 7.1
follow a similar approach, where all the classes are considered simultaneously no matter
how many and how complex classes there may be. Their application is further limited
by their computational complexity, which makes it infeasible to significantly increase
database size. In Publication VI, we proposed a simple alternative, which relies on the
divide-and-conquer paradigm and is significantly faster than the earlier feature synthesis
techniques.

The feature synthesis technique proposed in Publication VI transforms the original features
using parallel one-against-all perceptrons. We call it Perceptron Feature Synthesis (PFS).
Each perceptron is trained to discriminate a single class from the rest. During the training
phase, only the images belonging to that particular class are considered positive samples
and all the other images negative samples. For perceptrons, we use the typical 1-of-C-
encoded target output (i.e., [1 -1] for positive samples and [-1 1] for negative samples).
After the training phase, the new synthesized features can be formed by propagating the
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Figure 7.4: Feature synthesis via parallel one-against-all perceptrons for a simplified 3-class
database with 5D original feature vectors [Publication VI]

original features through all the perceptrons and concatenating the outputs. In that way,
the dimensionality of the synthesized features is always twice the number of classes.

The whole PFS process is illustrated in Fig. 7.4. In the figure, the database consists of
three classes with five items in each class. However, the class information is only needed
for the training set and PFS can be applied also when the majority of the database is
unlabeled. The original feature vector dimensionality is five. For three classes, three one-
against-all perceptrons are trained. For the first perceptron, only the training items from
class 1 are given as positive samples (their target output vector set to [1 -1]). Similarly,
for the second perceptron only items from class 2 are considered positive samples and for
the third perceptron only items from class 3. Finally, after training all the perceptrons, all
original feature vectors (belonging to both train and test sets) are propagated through all
the three perceptrons and the outputs are concatenated to form new 6-dimensional feature
vectors. As in the figure, the perceptron outputs are typically not 1 and -1 but somewhere
between these two extremes. This may be also a desired property as it preserves some
intra-class variations. For example in CBIR, a user probably prefers receiving the most
similar database items within a class first.

It is also possible to incrementally train the PFS system. When a new class is added
to the database, a new perceptron will be trained for the new class. The previously
trained perceptrons need to be retrained only if they fail to classify the new samples with
a required accuracy. Training of the affected perceptrons may also be started from the
previous state or even the whole architecture space can be evolved in the same manner as
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in the incremental training of CNBC, discussed in Chapter 6. Furthermore, PFS can be
performed in several runs by using the synthesized feature vectors from the previous run
as the input feature vectors for the next.

7.3.1 Experimental Results

In Publication VI, PFS was applied on low-level features extracted from three general
image databases: 10 database had 10 classes and 1000 pictures, CC 30 database
had 30 classes and 4245 images, and the largest F'_20 database had 20 classes and 34481
images with a very imbalanced distribution. CBIR results in terms of ANMRR using
the original and synthesized features are given in Table 7.4 and test classification errors
obtained using the simple Nearest Centroid Classifier (NCC) in Table 7.5. CSD, DOCQ,
etc. are different low level features, whose details can be obtained from Publication VI.
In column All, all the features are used for retrieval/classification with equal weights. In
CBIR, the whole databases were considered, while the classification experiments were
carried out in the test set only. For C'_10 and CC 30 databases, 20 PFS runs were
applied. For F_20, we only performed three runs due to the large database size. In these
experiments, MD-PSO was used as the perceptron training method.

The results confirm that PFS can effectively increase the features’ discrimination power.
As with the MD-PSO-based EFS, it was observed that CBIR results keep improving
during several PFS runs, while the classification results mainly improve during the first
run. Thus, we assume that the majority of the improvement of the CBIR results happens
in the training set, which means that PFS is overlearning it. However, it was also observed
that on the larger databases, especially on F_ 20, overlearning is less of a problem as also
the test classification error keeps improving during the later runs.

In Publication VI, we also compared the classification error obtained using a NCC
over the synthesized features against some well-known classifiers: MLP, SVM, and
Random Forest (RF). The results of these comparisons showed that PFS can improve
the discrimination power of the low-level features to such level that after the synthesis
even the simple NCC can achieve results comparable to the best results obtained with
several state-of-the-art classifiers. Furthermore, the classification results obtained by the
NCC and PFS features turned out to vary significantly less among the different low-level
features than the results obtained by the other classifiers. As a result, NCC+PFS had
the best average classification results. It was also observed that PFS could effectively
increase the discrimination power of the features of the minority classes in an imbalanced
class distribution.

Finally in Table 7.6, CBIR results obtained using features synthesized by PFS and CNBC
outputs as described in Chapter 6 are compared in terms of both ANMRR and AP. The
underlying low-level features were the same in both cases. Clearly, the PFS features
provide a better performance.
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Table 7.4: ANMRR using original and synthesized features [Publication VI]

C_10 CSD DOCQ EHD HSV LBP ORDC Gabor Al

Original 50.12  73.17 61.68 61.93 68.62 62.28 56.13 43.86
Synt. 1¢ run 24.73 49.08 4720 32.47 46.30 42.13 34.61 18.15
Synt. best run  24.73  42.51 41.14  32.40 36.80 34.08 31.24 17.14

cC_30 CSD DOCQ EHD HSV LBP ORDC Gabor Al

Original 67.84 81.84 76.38 7831 80.67 75.98 70.71 60.39
Synt. 1%t run  47.42 72.35 6792 63.86 67.33 63.88 50.82 41.60
Synt. best run  44.51  63.48 63.49 59.22 56.40 54.51 42.80 33.49

F_20 CSD DOCQ EHD HSV LBP ORDC Gabor Al

Original 71.21  75.74 70.12 7496 70.89 7191 72.57 69.91
Synt. 1% run  66.23  72.66 66.17 69.63 65.17 64.42 64.79 61.52
Synt. best run  65.99  72.29 66.06 69.18 64.55 63.40 64.08 60.21

Table 7.5: Test classification errors of the nearest neighbor classifier using original and synthe-
sized features [Publication VI]

C_10 CSD DOCQ EHD HSV LBP ORDC Gabor Al

Original 31.82  50.36 45.09  44.55 62.36 54.36 43.27 20.91
Synt. 1% run 25.29 43.56 3831 33.04 35.87 32.18 29.67 14.55
Synt. best run  25.29  43.45 3831 33.04 35.87 31.78 29.67 14.55

cC_30 CSD DOCQ EHD HSV LBP ORDC Gabor Al

Original 62.39 77.50 77.80 71.00 84.72 77.84 65.28 51.72
Synt. 15 run  46.93  61.05 58.40 60.16 55.40 51.13 41.02 30.69
Synt. best run  46.93  60.53 56.78 5747 52.48 49.80 40.86 29.99

F_20 CSD DOCQ EHD HSV LBP ORDC Gabor Al

Original 75.64 97.31 85.65 91.68 77.03 81.30 7773 73.57
Synt. 1%t run ~ 46.22  67.09 87.05 53.66 75.02 87.29 82.32 57.02
Synt. best run  43.90  55.55 86.25  51.02 68.60 44.95 50.28 44.21

Table 7.6: ANMRR and AP using features synthesized by PFS and CNBC outputs [Publica-
tion VI]

C_10 CcC_30
Method ANMRR AP ANMRR AP
PFS 17.14  80.86  33.49  63.17

CNBC (MD-PSO) 31.09 65.01 43.04 54.47
CNBC (BP) 23.86 74.26 46.44 52.21







8 Conclusions

This thesis shows that Multidimensional Particle Swarm Optimization (MD-PSO) is indeed
a versatile tool for different machine learning applications. The thesis covers applications
of MD-PSO to dynamic optimization, clustering, training both Multilayer Perceptrons
(MLPs) and Radial Basis Function Neural Networks (RBFNNs) for classification, image
retrieval and classification using the Collective Network of Binary Classifiers (CNBC)
framework, and finally feature synthesis. MD-PSO is a global optimization technique with
a special ability to optimize the solution dimensionality simultaneously with optimizing
the solution parameters in that dimensionality. This ability is its greatest advantage in
comparison to other Particle Swarm Optimization (PSO) variants. It allows to optimize,
for example, the number of clusters, the network architecture for MLPs and RBFNNs,
and the dimensionality of the features produced by feature synthesis as a natural part of
the optimization process.

In most considered applications (except MLP training), MD-PSO was accompanied by
Fractional Global Best Formation (FGBF). FGBF is a plug-in to (MD-)PSO that creates
at every iteration an artificial global best solution from the best elements of the particle
positions. The artificial global best competes against the current global best solution,
and if it brings about a higher fitness, it will replace the global best solution in the PSO
update functions. FGBF can effectively prevent premature convergence and lead the PSO
process faster toward optimal solutions.

Besides highlighting the versatility of MD-PSO and FGBF as tools for machine learning,
this thesis also improved the algorithms and the underlying processes in several ways.
For dynamic optimization, the MD-PSO algorithm was combined with a multiswarm
approach. Multiswarms allow multiple optima to be tracked in dynamic optimization
problems. This, in turn, allows the algorithm to rapidly find the new global optimum
when the ranking of optima is changed. FGBF, on the other hand, provides a sufficient
amount of diversity to maintain the tracking of optima when their locations undergo
moderate changes. Compared to earlier PSO multiswarm approaches, FGBF turned out
to be the best way to ensure sufficient diversity within multiswarms. Furthermore, the
test bench was modified to model also multidimensional dynamic optimization problems,
where the dimensionality of the optima can change over time.

A new approach to perform fitness evaluation in Particle Swarm Clustering (PSC), namely
Fitness Evaluation with Computational Centroids (FECC), was presented. The FECC
approach was experimentally shown to lead to significant improvements in the clustering
performance. Any PSC method whose fitness function somehow depends on cluster
centroid positions, can be easily made to use FECC.

In RBFNN training, the most important task is to define center locations for Radial Basis
Function (RBF) neurons. This is typically done by clustering the input items and placing
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RBF centers to the cluster centroids. For this purpose, a novel class-specific approach was
proposed. The proposed approach is clearly faster than traditional input and input-output
clustering approaches. In the extensive comparisons conducted, it was also shown to
significantly improve the classification performance of the RBFNNs especially when the
number of Gaussian neurons was kept relatively low.

Finally, two novel feature synthesis techniques were presented. In the first technique,
MD-PSO is directly used to search for an optimal synthesis that can transform the original
low-level features into more discriminative ones. In the second technique, the feature
synthesis is carried out using parallel one-against-all perceptrons. Both techniques were
shown to produce a clear increase in the features’ discrimination power. The technique
based on parallel one-against-all perceptrons is faster and applicable to larger databases.

While the results of applying MD-PSO to various machine learning tasks were satisfactory,
the thesis work also showed its limitations. All the datasets considered in this thesis
were small in the current research environment, where Big Data has become the default.
The presented applications cannot be extended to required data volumes directly. The
computational limitations are the most imminent problem, but the global approach of
the PSO paradigm is an even more problematic. MD-PSO tries to optimize everything
at once. When the number of parameters to be optimized rises to millions, it is simply
not possible to handle the resulting search space.

However, I still believe that MD-PSO and similar nature-inspired stochastic optimization
algorithms have a future also in the world of Big Data. Already this thesis showed glimpses
of what I believe to be the key to their large scale application, e.g., in the class-specific
training of RBFNN, in CNBC, and in the feature synthesis based on one-against-all
perceptrons. To extend MD-PSO applications toward Big Data, one must divide the
problem into smaller subproblems and then conguer the big problem piece by piece. This
will be a major future research topic and will require smaller pieces, novel approaches to
find solvable subproblems, and also adaptation of the algorithm itself to allow smoother
division and combination of subproblems. This could mean, searching for clever ways to
organize the data in smaller chunks, for example, using self-data organization, dividing
the training of deep neural networks into smaller tasks where MD-PSO can be exploited,
or modifying the algorithm to target cloud computing environments.
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Errata for Publications

o Publication I: Table 1, step 3.1.1.: Eq. (1) should be Eq. (2), steps 3.4.1.1. and
3.4.1.3.: Eq. (2) should be Eq. (3).

 Publication IT: Table 2 illustrates the architecture space defined by Ry = {N;, 1,2}
and Ryuq. = {N;,16,2}. Ounly the dimensions 0 and 8-16 belong to the architecture
space used in the experiments.

e Publication II: Table 7: the original ANMRR and AP values for Corel 10 database
with 7 sub-features (i.e., 55.81 and 42.15) should be switched.

o Publication III: Page 3647, just under Fig. 4: K = N. Fig. 5 caption: "A sample
query...".

o Publication IV: Eq. (5) and Eq. (16) should be given as Eq. (3.4) and Eq. (3.6) in
this thesis.

o Publication IV: Page 2217, under Eq. (6): "for each dimensional component except
xd,(t)" should be "in each dimension except xd, (t) for each dimensional component
j". Same page, above Eq. (8): "in iteration ¢t + 1" should be "in iteration ¢".

e Publication V: Sect. 3.4: "in that dimensionality, t" should be "in that dimensionality,
dy". Sect 3.5., item 2: "a bit table with b,,;, rows" should be "a bit table with C
rows'. Fig. 2: x1,[6] and xx, ;6] should be z§ and zf ;. Eq. 6: f(x;f"”j(t)) should

dp
be f(xi (1)).
e Publication VI: Tables 2, 4, 8 CC__30 should be C_30.
o Publication VII: Page 2463: 1, ; should be 1, ;.
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In this paper, we investigate the performance of global vs. local techniques applied to the training of neu-
ral network classifiers for solving medical diagnosis problems. The presented methodology of the inves-
tigation involves systematic and exhaustive evaluation of the classifier performance over a neural
network architecture space and with respect to training depth for a particular problem. In this study,
the architecture space is defined over feed-forward, fully-connected artificial neural networks (ANNs)
which have been widely used in computer-aided decision support systems in medical domain, and for
which two popular neural network training methods are explored: conventional backpropagation (BP)
and particle swarm optimization (PSO). Both training techniques are compared in terms of classification
performance over three medical diagnosis problems (breast cancer, heart disease, and diabetes) from Pro-
ben1 benchmark dataset and computational and architectural analysis are performed for an extensive
assessment. The results clearly demonstrate that it is not possible to compare and evaluate the perfor-
mance of the two algorithms over a single network and with a fixed set of training parameters, as most
of the earlier work in this field has been carried out, since training and test classification performances
vary significantly and depend directly on the network architecture, the training depth and method used
and the available dataset. We, therefore, show that an extensive evaluation method such as the one pro-
posed in this paper is basically needed to obtain a reliable and detailed performance assessment, in that,
we can conclude that the PSO algorithm has usually a better generalization ability across the architecture
space whereas BP can occasionally provide better training and/or test classification performance for some
network configurations. Furthermore, we can in general say that the PSO, as a global training algorithm, is
capable of achieving minimum test classification errors regardless of the training depth, i.e. shallow or
deep, and its average classification performance shows less variations with respect to network architec-
ture. In terms of computational complexity, BP is in general superior to PSO for the entire architecture
space used.

© 2010 Elsevier Ltd. All rights reserved.

1. Introduction

Artificial neural networks (ANNs) are known as “universal
approximators” and “computational models” with particular char-
acteristics such as the ability to learn or adapt, to organize or to
generalize data. Based on the literature in medical domain, com-
puter-aided diagnostic systems with embedded artificial intelli-
gence algorithms have increasingly been used to assist medical
experts in diagnosing a patient (Lisboa & Taktak, 2006). Due to
their automatic (self-adaptive) process and capability to learn
complex, nonlinear surfaces among different classes, ANN classifi-
ers have become a popular choice for decision support in medical
diagnosis and have been shown to be effective in the clinical do-

* Corresponding author. Tel.: +90 2324888509; fax: +90 2324888475.
E-mail address: turker.ince@ieu.edu.tr (T. Ince).

0957-4174/$ - see front matter © 2010 Elsevier Ltd. All rights reserved.
doi:10.1016/j.eswa.2010.05.033

main (Lisboa, 2002). Most of these neural network classifier studies
have used feed-forward, fully-connected ANNs, the well-known
multilayer perceptrons (MLPs), with the back-propagation (BP)
training algorithm (Lisboa & Taktak, 2006). BP is a gradient descent
method on an error surface, which has a local search capability.
However, such a capability causes it to get trapped into the nearest
local minimum, and thus the training outcome becomes entirely
dependent on the initial (weight) settings (Kolen & Pollack,
1990). Therefore, a single BP run is in general unreliable, unrepeat-
able and sub-optimum, especially in the case of a large number of
local minima. In practice, the performance of a BP-ANN classifier
depends on the particular pattern recognition or classification
problem, description of the input space (extracted features), train-
ing sample size, and initial settings of the parameters (i.e. weights,
learning rate, and momentum). Currently, there are many variants
and extensions of BP to address some of these issues, which in-
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clude gradient descent with momentum, scaled conjugate gradient
(SCG), resilient propagation (RPROP), BFGS quasi-Newton, and
Levenberg-Marquardt (LM) algorithms (Gudise & Venayagamoor-
thy, 2003). However, the practitioner must still choose the correct
parameter settings with the corresponding algorithm for a specific
network and a particular problem.

For many real-world applications, which can be formulated as
complex, nonlinear, and multi-modal problems, the global search
techniques may perform better since they are capable of finding
the global optimum solutions; however, this is never guaranteed.
As a recent optimization technique, the particle swarm optimiza-
tion (PSO) was proposed by Kennedy and Eberhart (1995). It is a
population based stochastic search and optimization process. PSO
originated from computer simulation of the individuals (particles
or living organisms) in a bird flock or a fish school which basically
show a natural behavior when they search for some target (e.g.
food). The goal is, therefore, to converge to the global optimum
of some multi-dimensional and possibly nonlinear function or sys-
tem. In principle, PSO follows the same path as the existing evolu-
tionary algorithms (EAs). In addition to strong global searching
ability, the EA family of algorithms have the advantage of being
applicable to any type of ANN, feed-forward or not, with any acti-
vation function, differentiable or not. Several researchers have suc-
cessfully applied PSO for training feed-forward (Carvalho &
Ludermir, 2007; Meissner, Schmuker, & Schneider, 2006; Yu, Xi,
& Wang, 2007) and recurrent ANNs (Hu & Shi, 2004; Settles,
Rodebaugh, & Soule, 2003) to solve classification problems.

Many studies for performance evaluation of neural network clas-
sifiers using local and global learning algorithms have recently been
presented in the literature. In Hosseini, Luo, and Reynolds (2006),
the performance of six feed-forward ANN architectures (four sin-
gle-hidden layer and two double-hidden layer networks) is investi-
gated for electrocardiogram (ECG) signal diagnosis. The double-
hidden layer ANN classifier is shown to enhance the ECG signal clas-
sification process. In another study (Van den Bergh, 2002), the
author compared the training and testing (generalization) perfor-
mance of PSO-based algorithms in terms of mean square error
(MSE) with BP and Genetic Algorithm (GA)-based techniques. In this
study, simple one-hidden layer MLPs with a suitable number of hid-
den units that are determined by an ANN pruning technique for each
problem were used to solve a variety of classification problems
including three medical diagnosis problems (breast cancer, diabetes,
and hepatitis) from the UCI Machine Learning repository (Prechelt,
1994). It is further shown that PSO-based algorithms can achieve a
superior learning ability compared to other algorithms in terms of
accuracy and speed. BP and PSO-training for MLPs has also been
compared and evaluated over nonlinear function approximation in
Kolen and Pollack (1990) and surprisingly it has been shown that
PSO outperforms BP in terms of computation complexity required
to achieve the same MSE level. In Sexton and Dorsey (2000),
researchers performed a direct comparison of BP with the genetic
algorithm (GA) for training ANNs over 10 real-world benchmark
classification problems from Prechelt (1994). In this study, only
three feed-forward network architectures, specifically single-hid-
den layer MLPs with 3, 6, and 12 hidden nodes, were used for all
problems. According to the results, the GA performed consistently
better than BP in terms of average classification error (CE) for all
10 problems. In a recent study (Mazurowski et al., 2008), two
feed-forward ANN training methods, the traditional BP and PSO
are compared by training a single hidden layer MLP with three hid-
den neurons on real clinical data for breast cancer diagnosis and in
contradiction with the aforementioned results, it has been claimed
that for imbalanced datasets, BP training yields better results than
PSO in terms of average classification performance over the test set.

In this paper, in order to clarify such varying or even contradic-
tory results of the previous studies, we first propose an accurate

and in-depth performance assessment approach for comparing lo-
cal and global training methods, namely BP and PSO for MLPs, par-
ticularly over medical diagnosis problems. We shall particularly
show that the major problem with the aforementioned evalua-
tions is the usage of only one or few architecture(s) with a static
training scheme for a given problem. In this case, one can find a
unique architecture and a training depth for a particular problem,
over which BP or PSO can surpass the other. In other words, it is
quite evident that the performance of both BP and PSO may signif-
icantly vary with respect to the network architecture, the training
depth and parameters used, and even the classification problem
for which the training method is applied. Moreover, PSO and par-
ticularly BP yield significantly varying network parameters
(weights and biases) after each training session and thus require
an exhaustive number of training runs in order to determine sta-
tistically significant performance measures and accurate evalua-
tions. In the current work, we focus especially on the average
and the best performances that a particular training method can
achieve whilst considering both training MSE and test classifica-
tion error (CE) as the performance criteria. In the current assess-
ment scheme, to avoid the bias of the network architecture
used, rather than focusing only one or few architectures, we pro-
pose that the evaluations shall be performed over an architecture
space containing a large variety of ANNs, from the simplest single-
layer perceptrons (SLPs) to the MLPs with several hidden layers
and neurons. Furthermore, the training depth is another impor-
tant factor, which particularly affects the performance of local
methods such as BP. For instance a shallow training (with a few
iterations), BP is likely to yield a high training MSE and a low test
classification error, and vice versa for a deep (or over-) training. As
a global search method, PSO may or may not exhibit a similar phe-
nomenon, depending on the other factors, such as the network
architecture and training dataset used. Therefore, in this paper,
both shallow and deep training depths shall be investigated dis-
tinctively while evaluating the performances of both methods in
terms of training error (MSE over the training set), generalization
capability (CE over the test set) and computational complexity
level.

The rest of the paper is organized as follows. Section 2 surveys
the related work on BP and PSO and their applications for training
ANNs over medical diagnosis problems. Section 3 provides
description of the proposed methodology to assess the perfor-
mance of the corresponding local (BP) and global (PSO) methods
for training feed-forward ANNs and discuss the results of the
extensive set of experiments conducted over three benchmark
problems from the field of medical diagnosis. Finally, Section 4
draws some conclusive remarks and discusses topics for future
research.

2. Related work
2.1. The standard BP algorithm

Backpropagation (BP) (Rumelhart, Hinton, & Williams, 1986) is
a well-known and widely used supervised training technique for
multilayer ANNs with application to pattern recognition and clas-
sification in many areas including medical diagnostics. After the
development of the BP training algorithm, multilayer perceptron
networks have become the standard toolbox of neural network re-
search. MLPs are feed-forward networks with one or more layers of
nodes between the input and output nodes (Fig. 1). These addi-
tional (hidden) layers contain hidden neurons with nonlinear acti-
vation functions. Unlike single-layer perceptrons or multilayer nets
with linear elements, a three-layer perceptron was proven to be
capable of generating arbitrarily complex decision regions and
computing any continuous likelihood function required in a classi-
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Fig. 1. A sample three-layer perceptron network with continuous valued inputs
{x1, ..., xn}, two outputs and two layers of hidden units.

fier (Lippmann, 1987). The BP algorithm may be viewed as a gen-
eralization of the least-mean-square (LMS) algorithm. It is an iter-
ative gradient search technique designed to minimize the mean
square error between the desired and actual net outputs. Back-
propagation learning consists of two computational passes
through the layers of an MLP: a forward pass which is a feed-for-
ward propagation of input pattern signals through network, and
a backward pass during which an error signal is computed at out-
put units and propagated backwards through network. The stan-
dard BP algorithm can be summarized as follows:

1. Initialize the weights w}, and biases 6}, randomly.

2. Feed pattern p to the network and compute the output yﬁ" of
each neuron.

3. Calculate the error between the computed output y%° of each
output neuron and the desired output t} as ef* =t} — yp°.

4. For each neuron k, calculate the local gradients % where EP is

the total error energy defined as E’ =157, (e0*)* and hl is a

uniform symbol for each parameter w}, and 6} The name of
the backpropagation algorithm comes from this, as it is neces-
sary to start calculating the local gradients from the output
layer and then recursively proceed backwards toward the input
layer. Note that smooth (differentiable) nonlinear activation
functions must be used for computing the local gradients. The
formulas for calculating the local gradients at the output and
hidden nodes of MLP can be found in Haykin (1999).
5. Update the parameters as follows:

OFP

hi(t+1) = hi(0) - n =
oh,

where 7 is the learning-rate parameter.

BP has the advantage of directed search, in that weights are al-
ways updated in such a way that minimizes the error. However,
there are several aspects, which make the algorithm not guaran-
teed to be universally useful. Most troublesome is its strict depen-
dency on a learning-rate parameter, which, if not set properly, can
either lead to oscillation or indefinitely long training time. Network
paralysis might also occur (Back & Tsoi, 1994), i.e. as the ANN
trains, the weights tend to be quite large values and the training
process can come to a virtual standstill. Furthermore, BP eventually
slows down by an order of magnitude for every extra (hidden)
layer added to ANN. Above all; BP is just a gradient descent algo-
rithm in the error space, which can be complex and contain many
deceiving local minima (multi-modal). Therefore, BP gets most
likely trapped into a local minimum, making it entirely dependent
on initial (weight) settings. There are many BP variants and exten-
sions trying to address some or all of these problems such as (Hay-

kin, 1999; Joost & Schiffmann, 1998; Riedmiller & Braun, 1993); yet
the performance and computational cost of each algorithm varies
with respect to the problem at hand; and the question of which
ANN architecture (number of layers and interconnections, number
of nodes, etc.) should be used for a particular problem still remains
unanswered. More detailed information about BP can be found in
Chauvin and Rumelhart (1995).

2.2. The basic PSO algorithm

Particle swarm optimization (PSO) was introduced by Kennedy
and Eberhart (1995) in 1995 as a population based stochastic
search and optimization process. It is originated from a computer
simulation of individuals (particles or living organisms) in a bird
flock or a fish school (Wilson, 1975), which basically show a nat-
ural behavior when they search for some target (e.g. food). The
goal is, therefore, to converge to the global optimum of some mul-
ti-dimensional and possibly nonlinear function or system. In prin-
ciple, PSO follows the same path as other evolutionary algorithms
(EAs) such as Genetic Algorithm (GA) (Goldberg, 1989), Genetic
Programming (GP) (Koza, 1992), Evolutionary Strategies (ES)
(Back & Kursawe, 1995), and Evolutionary Programming (EP) (Fay-
yad, Shapire, Smyth, & Uthurusamy, 1996). In a PSO process, a
swarm of particles, each of which represents a potential solution
in an optimization problem, navigates through the search space.
Particles are initially distributed randomly over the search space
and the goal is to converge to the global optimum of a function
or a system. Each particle keeps track of its position in the search
space and its best solution so far achieved. This is the personal
best value (the so-called pbest in Kennedy and Eberhart (1995))
and the PSO process also keeps track of the global best solution
so far achieved by the swarm with its particle index (the so-called
gbest in Kennedy and Eberhart (1995)). During their journey with
discrete time iterations, the velocity of each particle in the next
iteration is affected by the best position of the swarm (best per-
sonal position of the particle gbest as the social component), the
best personal position of the particle (pbest as the cognitive com-
ponent, and its current velocity (the memory term). Both social
and cognitive components contribute randomly to the position
of the particle in the next iteration. As a stochastic search algo-
rithm in a multi-dimensional (MD) search space, PSO exhibits
some major shortcomings similar to the other EAs. A crucial prob-
lem for PSO is that parameter variations may result in large
performance shifts (Lovberg & Krink, 2002). The second shortcom-
ing is due to the direct link of information flow between particles
and gbest, which then “guides” the rest of the swarm and thus
resulting in the creation of “similar” particles with a loss of diver-
sity. Hence this phenomenon increases the probability of being
trapped in local optima (Riget & Vesterstrom, 2002) and it is the
main source of premature convergence especially when the search
space is in high dimensions (Van den Bergh, 2002) and the prob-
lem to be optimized is multi-modal (Riget et al., 2002). Another
reason for the premature convergence is that particles are flown
through a single point which is (randomly) determined by gbest
and pbest positions and this point is not even guaranteed to be
a local optimum (Van den Bergh, 2002). Various modifications
and PSO variants have been proposed in order to address this
problem such as (Christopher & Seppi, 2004; Clerc, 1999; Higashi
& Iba, 2003; Lovberg, 2002; Riget et al., 2002; Shi & Eberhart,
1998).

In the basic PSO method, a swarm of particles fly through an N-
dimensional search space where each particle represents a poten-
tial solution to the optimization problem. Each particle a in the
swarm ¢={Xq,...,Xq ...,Xs}, is represented by the following
characteristics:



T. Ince et al./Expert Systems with Applications 37 (2010) 8450-8461 8453

Xqj(t) jth dimensional component of the position of particle
a, at time t

v,j(t) jth dimensional component of the velocity of particle a,
at time t

Yaj(t) jth dimensional component of the personal best (pbest)
position of particle a, at time t

yj(t)  jth dimensional component of the global best (gbest)
position of swarm, at time ¢t

Let f denote the fitness function to be optimized. Without loss of
generality assume that the objective is to find the minimum of f
in N-dimensional space. Then the personal best of particle a can
be updated in iteration t + 1 as,

Yaj(t) if f(xa(t+ 1)) > f(ya(6))

(t+1) =
Yos(t+1) {xa,(t+l) else

} j=12,...N (2

Since gbest is the index of the global best (GB) particle, then
V() = Vegpese(t) = arg minyicp s (f(¥;(t))). Then for each iteration in a
PSO process, positional updates are performed for each dimension
component, j€[1,N] and for each particle index, a€[1,S], as
follows:

Vaj(t+1) =W(t) Vo (t) +C171j(6) (¥ (£) = Xaj(£)) +C2T2(£) (F5(E) — Xa(t))
Xaj(t+1) =Xq;(t)+ vaj(t+1)
3)

where w(t) is the inertia weight and cy, ¢, are the acceleration con-
stants which are initially set to 2 (Shi and Eberhart, 1998).
r1;~U(0,1) and rp;~ U(0, 1) are random variables with uniform
distribution. Although the use of inertia weight, w(t), was later
added by Shi and Eberhart (1998), into the velocity update equa-
tion, it is widely accepted as the basic form of PSO algorithm. A lar-
ger value of w(t) favors exploration while a small inertia weight
favors exploitation. As originally introduced, w(t) is often linearly
decreased from a high value (e.g. 0.9) to a low value (e.g. 0.4) during
iterations of a PSO run, which updates the positions of the particles
using Eq. (3). Depending on the problem at hand, PSO iterations can
be repeated until a specified number of iterations, say IterNo, is ex-
ceeded, velocity updates become zero, or the desired fitness score is
achieved (i.e. f<ec). Accordingly, the general pseudo-code of the
PSO is presented in Table 1.

2.3. Applications of BP and PSO over ANNs

For the purpose of medical diagnostics, ANNs have been pro-
posed as decision support tools and have been successfully applied
to a wide range of problems such as automated ECG signal diagno-
sis (Hosseini et al., 2006), electroencephalogram (EEG) waveform
classification (Haselsteiner & Pfurtscheller, 2000), decision support
systems for breast cancer diagnosis (Lisboa & Taktak, 2006), diag-
nosis of acute myocardial infarction (coronary occlusion) (Baxt,
1990), recognition of tumors in ultrasound images of the eye (Silv-
erman & Noetzel, 1990), diagnosis of acute pulmonary embolism
(Tourassi, Floyd, Sostman, & Coleman, 1993), and differential diag-
nosis of six dermatology (erythamatous-squamous) diseases
(West & West, 2000). MLPs trained with the BP algorithm are used
in the majority of the techniques proposed for medical decision
support systems where the primary purpose is to augment the
physician’s decision making in a disease or anomaly diagnosis.
However, there are several issues that should be addressed when
applying ANN-based classifiers in the medical domain. Besides
the selection of the network architecture (type of network, number
of layers and interconnections, number of nodes, etc.) and settings
of training parameters, the effects of limited training data, descrip-
tion of the input space, large number of features, and class imbal-

Table 1
Pseudo-code for PSO algorithm.

PSO (termination criteria: {IterNo, éc,. ..}, Vimax)
1. For Va € [1,S] do:

1.1. Randomize x4 (1), v, (1)

1.2. Let y4(0) = x4 (1)

1.3. Let y(0) = Xq(1)
2. End For.
3. For Vt € [1, IterNo] do:

3.1. For Va € [1, S] do:

3.1.1. Compute y,(t) using Eq. (1)

3.1.2. If (f(y,(t)) < min (f(j/(t - 1),f(yi([)))> then gbest = a and
1<

I(0) = ya(D)
3.2. End For.
3.3. If any termination criterion is met, then Stop.
3.4. For Va € [1, S] do:
3.4.1. For Vj € [1, N] do:
3.4.1.1. Compute y,(t + 1) using Eq. (2)
3.4.1.2. If(|vj(t + 1)| > Vimax) then clamp it to |zg;(t + 1)| = Vinax
3.4.1.3. Compute Xq(t + 1) using Eq. (2)
3.4.2. End For.
3.5. End For.
4. End For.

ance should be considered during the development phase and the
subsequent performance evaluation. Interestingly, despite the fact
that many new studies using neural network classifiers have re-
cently been proposed for medical decision making with promising
results, only few techniques were able to find their way into clin-
ical use mainly due to poor benchmarking and especially the lack
of a proper assessment methodology (Lisboa & Taktak, 2006).
One important implication is the need of more extensive and rigor-
ous methodologies for evaluating neural network systems used in
medical diagnosis.

Several researchers have successfully applied PSO to train
feed-forward and recurrent ANNs that are used in classification
problems, some of which are from the medical field. One of the
advantages of PSO-based neural network training is that any
proper objective function which is more relevant to a particular
problem can be chosen and PSO is applicable to any type of
ANN, with any activation function. In Eberhart and Hu (1999), a
PSO was applied to evolve (train) a feed-forward neural network,
which would distinguish between normal subjects and those with
tremor (Parkinson’s disease or essential tremor) and encouraging
results were obtained. Another comparative study over MLPs,
which investigates training methods based on many PSO variants,
such as multi-start PSO, guaranteed convergence PSO, the tradi-
tional BP method, and GA-based techniques was presented in
Van den Bergh (2002). This study shows that over the three med-
ical datasets (breast cancer, diabetes, and hepatitis) from Probenl
(Prechelt, 1994), PSO and its variants achieve a superior training
performance compared to the others in terms of classification
accuracy on the test set and the training speed. Recently, the ef-
fect of class imbalance in the training dataset over the perfor-
mance of feed-forward ANN classifiers for medical diagnosis
was investigated in Mazurowski et al. (2008). As in Van den Bergh
(2002), a feed-forward ANN with a single-hidden layer with three
neurons was used and BP and PSO were both employed to evalu-
ate the classifier performance using a clinical dataset for breast
cancer diagnosis. However, contrary to Van den Bergh (2002),
BP training was found to be superior to PSO in terms of (average)
test performance.

As one of the most widely applied ANNSs, in this study we shall
focus on the (supervised) training process of MLP networks. Let N},
be the number of hidden neurons in layer [ of a MLP with input and
output layer sizes N; and Ny, respectively. The input neurons are
merely fan-out units since no processing takes place. Let F be the
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activation function applied over the weighted inputs plus a bias, as
follows:

V' =F(sp') where sp' = > wh1yP! 40} (4)
J

where yﬁ" is the output of the kth neuron of the Ith hidden/output
layer when the pattern p is fed, wj,! is the weight from the jth neu-
ron in layer | — 1 to the kth neuron in layer [, and 6}, is the bias value
of the kth neuron of the kth hidden/output layer. The training mean
squared error, MSE, is formulated as:

1 No
i 5 () 5

peT k=1

MSE =

where t} is the target (desired) output and yfj‘o is the actual output
from the kth neuron in the output layer, [ = O, for pattern p in the
training set T with size P. The error measure of MSE is set as an
objective (fitness) function of both BP and PSO-training methods
to assess their performance under equal training conditions. In

PSO, each particle a in the swarm, &={x,...,Xq, ..., Xs}, has the

positional component formed as, xu.j(t):{{wﬂ(}.{w}k},

{003 (w2 b {6 ) - (w8 b 00} {00} where {wl } and {¢}}
represent a potential solution to the problem (the set of weights
and biases of layer [). Note that the input layer (I = 0) contains only
weights whereas the output layer (I=0) has only biases. Setting
MSE in Eq. (5) as the fitness function enables PSO to perform evolu-
tions of each network parameters within its native process and con-
verge to the best global position found during all iterations.

3. BP vs. PSO: comparative performance evaluation over
medical data

3.1. The experimental setup

The architecture space can be defined over a wide range of con-
figurations, i.e. say from a single-layer perceptron (SLP) to complex
MLPs with many hidden layers. Suppose, for the sake of simplicity,
arange is defined for the number of layers, [Liin, Lmax] and another

for the number of neurons for each hidden layer I, {N{“in,mex}
.Without loss of generality, assume that the size of both input
and output layers is determined by the problem and hence fixed.
Consequently, the architecture space can now be defined by onl}r

two (MLP) configuration sets, Rpi, = {N,,szn,...,N;‘};‘ ' No
and Ry = {N,,N1 Nima=1 Noj L one for minimum and the

max’ *** 0t Ymax
other for maximum number of neurons allowed for each layer of
a MLP. The size of both arrays is naturally Ly.x+1 where corre-
sponding entries define the range of neurons possible on the Ith
hidden layer for all those MLPs, which can have an Ith hidden layer.
The size of input and output layers, {N;, No}, is fixed and remains
the same for all configurations in the architecture space within
which any I-layer MLP can be defined providing that Ly, << L-
max- Lmin = 1 and Lpax can be set to any value meaningful for the
problem at hand. In this way, all network configurations in the
architecture space are enumerated into a hash table with a proper
hash function, which basically ranks the networks with respect to
their complexity, i.e. associates higher hash indices to networks
with higher complexity. The hash function then enumerates all po-
tential MLP configurations into hash indices, starting from the sim-
plest MLP with Ly, — 1 hidden layers, each of which has a
minimum number of neurons given in Ry, to the most complex
network with Ly,.x — 1 hidden layers, each of which has a maxi-
mum number of neurons given in Ry,.x. Take, for instance, the fol-
lowing configuration sets, Rmin={9, 1, 1,2} and Rnax = {9, 8,4, 2},
which indicate that L;,ax = 3. If Liyi, = 1 then the hash function enu-

Table 2
A sample architecture space for MLP configuration sets Rmin={9,1,1,2} and
Rmax=1{9.8,4,2}.

Index Configuration Index Configuration
0 9x2 21 9x5x2x2
1 9x1x2 22 Ix6x2x2
2 9x2x2 23 Ix7x2x2
3 9x3x2 24 Ix8x2x2
4 9x4x2 25 I9x1x3x2
5 9x5x2 26 Ix2x3x2
6 9x6x2 27 9x3x3x2
7 9I9x7x2 28 I9x4x3x2
8 9x8x2 29 Ix5x3x2
9 Ix1x1x2 30 Ix6x3x2
10 Ix2x1x2 31 I9x7x3x2
11 9x3x1x2 32 9x8x3x2
12 9x4x1x2 33 I9x1x4x2
13 9x5x1x2 34 Ix2x4x2
14 I9x6x1x2 35 9x3x4x2
15 Ix7x1x2 36 I9x4x4x2
16 9x8x1x2 37 9x5x4x2
17 I9x1x2x2 38 I9x6x4x2
18 9I9x2x2x2 39 Ix7x4x2
19 9x3x2x2 40 I9x8x4x2
20 9I9x4x2x2

merates all MLP configurations in the architecture space as shown
in Table 2. Note that in this example, the input and output layer
sizes are 9 and 2, which are eventually fixed for all MLP configura-
tions. The hash function associates the first index (d = 0) with the
simplest possible architecture, i.e., a SLP with only input and out-
put layers (9 x 2). From indices 1 to 8, all configurations belong
to 2-layer MLP with a single-hidden layer containing a varying
number of neurons between 1 and 8 (as specified in the 2nd entries
of arrays Rmin and Rpax). Similarly, for indices 9 and up, 3-layer
MLPs are enumerated in which the number of neurons in the 1st
and 2nd hidden layers sizes are varied according to the corre-
sponding entries in Ry, and Ryax. Finally, the most complex MLP
with the largest number of possible layers and the highest number
of neurons is associated with the highest index, d = 40. Therefore,
all 41 entries in the hash table span the architecture space with re-
spect to the configuration complexity.

The comparative evaluations of both training algorithms were
performed using medical diagnosis benchmark dataset from the
UCI Machine Learning repository (Prechelt, 1994), which is parti-
tioned into three sets: training, validation and testing. There are
several techniques (Amari, Murata, Muller, Finke, & Yang, 1997)
to use training and validation sets individually to prevent over-fit-
ting and thus to improve the classification performance in the test
data. However, there is no universally effective technique and
there are several research articles reporting against the use of
the cross-validation technique in the design and training of MLP
networks (Amari et al., 1997; Andersen & Martinez, 1999). In this
study, for simplicity and to obtain an unbiased performance mea-
sure under equal training conditions, the validation and training
sets are simply combined to be used for training. From Probenl
repository (Prechelt, 1994), three benchmark classification prob-
lems, breast cancer, heart disease and diabetes, are selected, which
were commonly used by the previous studies. These are medical
diagnosis problems, which present the following attributes:

o All of them are real-world problems based on medical data from
human patients.

e The input and output attributes are similar to those used by a
medical doctor.

e Since medical examples are expensive to get, the training sets
are quite limited.

We now briefly describe each classification problem next.
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3.1.1. Breast cancer

The objective of this data set is to classify breast lumps as either
benign or malignant according to microscopic examination of cells
that are collected by needle aspiration. There are 699 exemplars of
which 458 are benign and 241 are malignant and they are origi-
nally partitioned as 350 for training, 175 for validation and 174
for testing. The data set consists of nine input attributes and two
output attributes, i.e. each input pattern is described by 9-dimen-
sional vector and there are two possible outcomes of the classifier.
It is created at University of Wisconsin Madison by Dr. William
Wolberg.

3.1.2. Heart disease

The initial data set consists of 920 exemplars with 35 input
attributes, some of which are severely missing. Hence a second
data set is composed using the cleanest part of the preceding set,
which was created at Cleveland Clinic Foundation by Dr. Robert
Detrano. The Cleveland data is called “heartc” in Proben1 reposi-
tory and contains 303 exemplars but six of them still contain miss-
ing data and are hence discarded. The remaining examplars are
partitioned as follows: 149 for training, 74 for validation and 74
for testing. There are 13 input and 2 output attributes. The purpose
is to predict the presence of a heart disease according to the input
attributes.

3.1.3. Diabetes

This dataset is used to predict diabetes diagnosis among Pima
Indians. The data is collected from female patients, aged 21 years
or older. There are total of 768 exemplars of which 500 are classi-
fied as diabetes negative and 268 as diabetes positive. The data set
is originally partitioned as 384 for training, 192 for validation and
192 for testing. It consists of eight input attributes and two output
attributes.

The input attributes of all data sets are scaled within the range
[0,1] by a linear function. Their output attributes are encoded
using a 1-of-c representation using c classes. The winner-takes-
all methodology is applied so that the output of the highest activa-
tion designates the class. Overall, our experimental setup becomes
identical to those used in the previous studies and thus fair com-
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parative evaluations can now be made over the classification error
rate of the test data. In all experiments in this section we use the
sample architecture space given in Table 2, which has the general-
ized form as, Rmin = {N}, 1, 1, No} and Rp.x = {N}, 8, 4, No} containing
the compact 1-, 2- or 3-layer MLPs where N; and Ny, are deter-
mined by the number of input and output attributes of the classi-
fication problem. For BP, all networks were trained with 500
(shallow training) and with 5000 (deep training) iterations with
a low learning rate of 0.02. For PSO-training, in addition to default
settings for the standard algorithm parameters as defined in Sec-
tion 2.3, the number of particles was set to 40 (S=40) and the
number of training iterations was set to 200 for shallow and
2000 for deep training case. For all experiments in this section, un-
less stated otherwise, 100 independent runs are performed for
each configuration to compute the error statistics plots for each
dataset. We mainly consider two major criteria for the perfor-
mance assessment: (1) training MSE, which indicates the error
minimization achieved by each method and (2) test CE, which is
the primary objective of the classifier as it shows the classification
accuracy level achieved as well as the generalization capability of
each method. Using the corresponding error statistics plots, both
criteria shall then be statistically evaluated by considering on the
average (i.e. mean MSE and CE) and the best (i.e. minimum MSE
and CE) performances achieved by each method, BP and PSO.

3.2. Evaluations of results with the proposed methodology

In order to perform a comprehensive and systematic assess-
ment of predictive performance of ANN classifiers in medical diag-
nosis, we apply exhaustive BP- and PSO-training for each network
configuration in the architecture space, which is defined over MLPs
with sigmoid activation functions. In this way we can escape from
the bias or possible effect of a particular network over the perfor-
mance, which was the case of many of the aforementioned studies
that were mostly performed using only one or few fixed network
architecture(s). Furthermore, to assess the effect of the training
depth on both BP and PSO, both shallow and deep training will
be applied over every network configuration in the architecture
space by setting the number of iterations appropriately.
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Fig. 2. Train (top) and test (bottom) error statistics vs. hash index plots from shallow BP- and PSO-training over the breast cancer dataset.
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Fig. 3. Train (top) and test (bottom) error statistics vs. hash index plots from deep BP- and PSO-training over the breast cancer dataset.

Fig. 2 presents the corresponding error statistics plots from the
shallow training over the breast cancer dataset. BP in general
achieves the lowest average training MSEs within a narrow vari-
ance except few network configurations with the corresponding
indices, d € [13, 16] where PSO slightly surpasses BP. On the other
hand, PSO achieves the best training performances (i.e. minimum
MSEs) over the majority of network configurations except for the
compact ones (d € [0, 9]) where BP is consistently more successful.
The lowest overall training MSE (both average and minimum) is
too achieved by PSO using the configuration with the hash indices
d=14and d=16 (MLPs: 9 x 6 x 1 x 2 and 9 x 8 x 1 x 2), respec-
tively. In terms of the classification performances over the test
set, the results are consistently in favor of PSO, which performs
better than BP with respect to both performance criteria. Particu-
larly, PSO achieved the optimal 0% CE (i.e.100% classification accu-
racy) as its best performance among all networks except for only
two networks (d =9 and d = 10), whereas BP managed to achieve
this only over the compact networks (i.e. d=0 and d € [2, 8], plus
the complex MLP with d = 39. Overall, PSO usually demonstrates
a better classification performance for the breast cancer dataset
with the shallow training.

The error statistics plots obtained from deep training of all net-
works in the architecture space by both methods are shown in
Fig. 3. In this case, both BP and PSO achieve lower training MSEs
as a natural consequence of the deep- or over-training, and BP in
general achieves the lowest average training MSEs, particularly
on complex networks with two hidden layers but it also surpasses
PSO in terms of the minimum training MSEs except for only few
networks. Due to such over-training, the classification perfor-
mance of both methods is expected to degrade, which is the case
as shown by the bottom plots of Fig. 3. However, the degradation
on PSO’s performance is not as severe as that of BP. Furthermore,
note that there is almost no performance loss in the case of com-
pact networks, due to PSO’s global search ability. Particularly for
complex networks, a significant performance gap in terms of aver-
age test CE occurs between the two methods in favor of PSO since
BP, as a deterministic local search method, is drastically affected by
the over-fitting of the training data and thus exhibits significantly
worse average classification performance. This is somewhat true

for PSO too; especially its minimum CE cannot anymore guarantee
0% CE level for all network configurations.

Fig. 4 presents the corresponding error statistics plots from the
shallow training over the heart disease dataset. Both average and
minimum training MSE statistics of both methods vary signifi-
cantly with respect to the network configuration, making either
method better than the other for a given network and error crite-
rion. This is a good example that clearly shows the effect of differ-
ent network configurations over the performance of each method.
Therefore, as discussed earlier about the aforementioned studies in
this field, using only one or few architectures for comparative eval-
uations may favor either method and hence such a static and lim-
ited approach is not sufficient to draw reliable conclusions. The
lowest training MSE (both average and minimum) is achieved by
PSO using the network with the hash index d=16 (MLP:
13 x 8 x 1 x 2). As in the previous dataset, about the classification
performances over the test set, the results are consistently in favor
of PSO, which performs better than BP for all networks in the archi-
tecture space with respect to both performance criteria.

On contrary to shallow training results, the top plot in Fig. 5
indicates that whenever deep training is performed over this data-
set, BP surpasses PSO with respect to the training MSEs (both aver-
age and minimum) for all networks. Hence due to the over-fitting
of training data, the classification performance of BP over the test
set is quite degraded whilst no significant performance degrada-
tion occurs for PSO. PSO, once again, exhibits its immunity against
over-training due to its global search ability and proves to yield the
best classification performance over the test set (i.e. well general-
ization) regardless of the training depth. This is true for both aver-
age and the best performance criteria considered (see red' and blue
curves of the bottom plot in Fig. 5). PSO achieves the overall best
classification performance, ~13% CE, from the three different net-
works with the corresponding hash indices, d =14, 30 and 39
although no network configuration makes too much difference
when on the average classification performance is concerned.

! For interpretation of color in Fig. 5, the reader is referred to the web version of
this article.
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Fig. 5. Train (top) and test (bottom) error statistics vs. hash index plots from deep BP- and PSO-training over the heart disease dataset.

Fig. 6 presents the corresponding error statistics plots from the
shallow training over the diabetes dataset. Similar comments can be
made about the training performance of PSO and BP as in the shal-
low training experiments over the heart disease dataset, i.e.
although BP is consistently better than PSO for compact networks,
their training performances (minimum and average MSEs) are
quite comparable and varying along with the network configura-
tion. In terms of the classification performance over the test set,
PSO usually achieves slightly lower CEs but the results are again
quite comparable. When the minimum CEs are concerned, from
the network with the hash index d =16 (MLP: 8 x 8 x 1 x 2) PSO
achieved a minimum of 17.1% CE that is slightly lower than the

18.8% minimum CE achieved by BP from the network with the hash
index d =4 (MLP: 8 x 4 x 2). Finally, according to the error statis-
tics plots in Fig. 7 obtained by deep training over the same dataset,
similar comments can be made about both training (MSE) and gen-
eralization (test CE) performances of PSO and BP as in the deep
training experiments over the heart disease dataset, i.e. PSO yields
almost the same average training MSE levels and BP significantly
reduces both average and minimum MSE levels, as expected. One
observation worth mentioning here is that the training and test
performances of BP in both deep and shallow training exhibits a
large variation with respect to the network configuration used
(e.g. compare for instance the mean BP training MSE or test CE
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Fig. 7. Train (top) and test (bottom) error statistics vs. hash index plots from deep BP- and PSO-training over the diabetes dataset.

for d = 8 and d = 9), whereas the corresponding performance levels
of PSO are more stable and usually with a smaller variance, regard-
less of the network configuration.

The overall test CE statistics of both training techniques (BP and
PSO) computed over all configurations in selected MLP architecture
spaces for each dataset are enlisted in Table 3. We used the follow-
ing three statistics: minimum min, mean g, and standard deviation
a, respectively, which are computed per training depth (deep and
shallow) and separately for the minimum and the mean test CEs.
For all datasets, minimum test CE statistics in the table clearly indi-
cates that the overall best classification performances are achieved
by PSO-training independent from the training depth. This is also

true for the average classification performances with the only
exception that in the heart disease dataset, minimum of the mean
test CEs (corresponding to the best “on the average” test perfor-
mance) is achieved by BP with the shallow training.

Finally, in order to accomplish the comparative performance
evaluations of each method with respect to the variations in the
training depth, we have selected a particular network configura-
tion with the hash index d =16, which is a relatively compact
and one of the best-performing classifier configuration within the
sample architecture space, and we have performed exhaustive
training (with 100 runs) for each of the 10 intermediate (training)
depths, between the corresponding shallow and deep training, i.e.
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Table 3
The overall test CE statistics. The minimum CE statistics are highlighted.
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Data set Training method Training depth Min. test CE statistics Mean test CE statistics
min " a min i o
Breast cancer BP Shallow 0 0.0045 0.0024 0.0003 0.0101 0.0024
PSO 0 0.0003 0.0013 0 0.0078 0.0024
BP Deep 0 0.0055 0.0036 0 0.0176 0.0064
PSO 0 0.0015 0.0026 0 0.0121 0.0052
Diabetes BP Shallow 0.1875 0.2002 0.0063 0.2101 0.2175 0.0112
PSO 0.1719 0.1878 0.0067 0.2079 0.2137 0.0028
BP Deep 0.1719 0.1941 0.0129 0.2135 0.2246 0.0068
PSO 0.1667 0.1836 0.0101 0.2069 0.2135 0.0040
Heart disease BP Shallow 0.1757 0.1928 0.0100 0.1893 0.2222 0.0087
PSO 0.1471 0.1603 0.0092 0.1957 0.2043 0.0031
BP Deep 0.1486 0.1773 0.0171 0.2150 0.2340 0.0096
PSO 0.1324 0.1578 0.0151 0.1976 0.2060 0.0054

[500, 5000] for BP, and [200, 2000] for PSO. Fig. 8 shows the train-
ing MSE and test CE plots vs. training depth for all three medical
problems. From the figure, it is clear that both methods reduce
training MSE with increasing training depths, as a natural conse-
quence of over-fitting of the training data. On the other hand,
PSO achieves lower average and minimum training MSEs for the
breast cancer, higher for the diabetes and quite similar for the heart
disease datasets, respectively. The classification performance of
PSO shows a strong immunity against variations in training depth
and it generally achieves the lowest minimum CEs. For this partic-
ular network, either BP or PSO can achieve a better average classi-
fication performance than the other, depending on the training
depth. Hence this clearly draws the conclusion that the training

—+— Min. BP-Train MSE
—S— Mean BP-Train MSE
Min. PSO-Train MSE
=@ Mean PSO-Train MSE

depth too should be considered while comparing and/or analyzing
individual performance of each method.

3.3. Discussion and computational complexity analysis

The overall experimental results, first of all, show that the per-
formance of both methods, BP and PSO, directly depends on the
network architecture used and the training depth applied, each
of which has varying effects on the two performance criteria em-
ployed, minimum and average training MSE and test CE. The for-
mer basically shows the search or optimization performance of
the method in the training set whereas the latter signifies the gen-
eralization ability and the main objective of any ANN training
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Fig. 8. Error statistics (for network configuration with the hash index d = 16) vs. training depth plots using BP and PSO over the breast cancer (top), heart disease (middle), and

diabetes (bottom) datasets.
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Table 4
Average processing times (in milliseconds) of the BP and PSO-training algorithms over
the feed-forward architecture space for three medical problems.

Training Breast cancer Heart disease Diabetes

BP PSO BP PSO BP PSO
Shallow 49.0 236.6 21.3 208.2 114.0 391.3
Deep 436.5 2272.0 217.9 1702.8 670.4 2510.4

method, i.e. the classification performance within the test set. The
results justify the use of the proposed assessment technique for
both methods, BP and PSO, over the medical datasets. Otherwise,
it would be inevitable to obtain varying or even worse contradict-
ing and biased results, which make them all unreliable. For exam-
ple in Sexton and Dorsey (2000), it is evident that the performance
of BP method is significantly underestimated, i.e. the authors of
Sexton and Dorsey (2000) reported mean test CE as 3.01% for the
breast cancer, 24.89% for the heart disease, and 29.62% for the diabe-
tes datasets where they used only three single-hidden layer MLPs
with 3, 6, and 12 hidden nodes, and performed only 10 training
runs. In another study (Mazurowski et al., 2008), the authors per-
formed comparative evaluations between the traditional BP and
PSO methods over a breast cancer dataset and by using only a sin-
gle-hidden layer MLP with three hidden neurons. With such a lim-
ited approach, they made a general conclusion that BP performs
better than PSO for imbalanced medical datasets. BP perhaps may
surpass PSO on that particular MLP, for that dataset and under
those specific conditions they employed; however, it is demon-
strated in the current work that such an approach is nevertheless
not sufficient to draw such a general and decisive conclusion.

Finally, we shall perform computational complexity analysis,
which mainly depends on some common properties such as the
size of the input and output layers along with the size of the train-
ing set (problem specific), and the total number of connections in
the network (network complexity). All experiments in this section
are performed on a computer with P-IV 3 GHz CPU and 1 GB RAM.
BP method consists of one forward and one backward propagation,
which requires computation of the error at the output nodes and
back-propagating it to the hidden nodes in each hidden layer by
calculating the error derivative with respect to weights. Thus the
backpropagation of the error (MSE) is computationally the most
expensive operation, (it was noticed that backward propagation
is 4-8 times more computationally expensive than forward propa-
gation). On the other hand, during a PSO process, at each iteration
and for each particle, first the network parameters are extracted
from the particle and input vectors are only forward propagated
to compute the average error (MSE) at the output layer. Let T be
the size of the training data set, S be the swarm size, E be the total
number of iterations (epochs) in a PSO run, and y, be the average
time for a forward propagation. Since the computational complex-
ity is proportional to the total number of forward propagations
performed, then the overall computational load for PSO will be in
the order O(SETu,). Table 4 presents average training times for
three medical benchmark problems by BP and PSO over the sample
architecture space given in Table 2. The results clearly indicate that
BP is computationally more efficient than PSO with the current
parameters of BP and PSO. Since the computational complexity of
both methods strictly depends on their parameters (e.g. E for both
BP and PSO and S for PSO), it is nevertheless difficult to perform a
decisive comparison between them.

4. Conclusions

In this paper, the performance of the two well-known training
techniques, BP and PSO, for neural network classifiers over medical

datasets was evaluated by using a new assessment methodology,
based on a systematic and exhaustive evaluation of the classifier
performance over an architecture space and with respect to differ-
ent training depths. The proposed assessment method can thus
evaluate each method’s training (error minimization) and test
(generalization) performances with respect to different network
configurations and training depths whilst considering two statisti-
cal criteria, “on the average” and “the best” within an exhaustive
number of (training) runs. An extensive experimental study was
performed over the three benchmark medical diagnosis problems
from Proben1 repository. In this study, the architecture space was
defined over the feed-forward, fully-connected ANNs (the so-called
MLPs), which have been widely used in computer-aided decision
support systems in medical domain. The experimental results
clearly demonstrate that both training and generalization perfor-
mance of each method depend on the network configuration, the
training depth and the particular application at hand. This is basi-
cally what has been missing in the related works in this field and
that is why there are many variations and even contradictory or
mismatching results among them. We strongly believe that this
work has important implications for researchers designing neural
network classifiers for medical diagnosis systems.

Regarding the performances of both methods, it is concluded
first of all that PSO-training has demonstrated relatively better
generalization ability across the architecture space whereas BP
with deep training always achieved the lowest MSE levels. Further-
more, the classification performance of PSO shows a strong immu-
nity against variations in the training depth, and it generally
achieves the lowest minimum CEs. BP, on the other hand, is consis-
tently better than PSO for compact networks, yet the training per-
formances (minimum and average MSEs) of both BP and PSO are
quite comparable and usually varying with different network con-
figurations. Contrary to the results published in Mazurowski et al.
(2008), we proved that PSO, in both shallow and deep training
schemes, usually yields a better classification performance than
BP, especially when the minimum CE is taken into account (i.e.
the best classification performance). We have further shown statis-
tically that the performance of BP method is drastically underesti-
mated in Sexton and Dorsey (2000) as it can achieve much better
classification performance over the entire architecture space used.
Finally, as expected, BP is found to be more computationally effi-
cient than PSO.

The proposed method for performance assessment of ANN clas-
sifiers can also be used for other types of ANNs with different
architecture spaces and in other application areas. This is subject
to our future work, which will focus on the application of the pro-
posed assessment methodology for radial basis function (RBF) neu-
ral networks over the same benchmark medical datasets. The
results will allow us to compare, not only the training methods,
BP vs. PSO, but also both types of ANNs, i.e. MLPs vs. RBFs.
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Abstract—The content-based image retrieval (CBIR) has beean

active research field for which several feature exaction,

classification and retrieval techniques have beenrpposed up to
date. However, when the database size grows largeit, is a
common fact that the overall retrieval performancesignificantly

deteriorates. In this paper, we propose collectivenetwork of

(evolutionary) binary classifiers (CNBC) framework to achieve a
high retrieval performance even though the training (ground

truth) data may not be entirely present from the bginning and

thus the system can only be trained incrementallyThe CNBC

framework basically adopts a “Divide and Conquer” type

approach by allocating several networks of binary lassifiers
(NBCs) to discriminate each class and performs eudionary

search to find the optimal binary classifier (BC) h each NBC. In
such an evolution session, the CNBC body can furthe
dynamically adapt itself with each new incoming clss/feature set
without a full-scale re-training or re-configuration. Both visual

and numerical performance evaluations of the propasd

framework over benchmark image databases demonstrat its

scalability; and a significant performance improvenent is

achieved over traditional retrieval techniques.

Keywords- evolutionary classifiers, content-based
retrieval, multi-dimensional particle swarm optimization

image

I INTRODUCTION

For content-based image classification and retiievee
key questions, e.g. 1) how to select certain featwso as to
achieve highest discrimination over certain clags®show to
combine them in the most effective way, 3) whicktatice metric
to apply, 4) how to find the optimal classifier figaration for the
classification problem in hand, 5) how to scalefadhe classifier
if large number of classes/features are increnlgniatroduced
and finally, 6) how to train the classifier effinity to maximize
the classification accuracy, still remain unansderthe current
state-of-the-art classifiers such as SVMs, Bayesiarificial
Neural Networks (ANNs), etc. cannot cope with stefuirements
since a single classifier, no matter how powerfud avell-trained
it may be, cannot discriminate efficiently a vastoaint of classes,
over an indefinitely large set of features. Funmhare, since both
classes and features are not static, rather dyaflynwarying, as a
natural consequence of image repositories, statid fixed-
structured single classifiers cannot scale suchgg® without
proper configuration updates and a full-scale agying.

In order to address these problems and hence tomizax
the classification accuracy which will in turn boake retrieval
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performance, in this paper, we shall focus on &ajlframework
design that embodies a collective networks of dimiary
classifiers. Specifically in this approach, thddaling objectives
will be targeted:

I.  Evolutionary Search Seeking for the optimum network
architecture among a collection of configuratiotise (so-
called Architecture Space, AS).

Il.  Evolutionary Update in the ASKeeping only "the best”
individual configuration in the AS among indefinitember
of evolution runs.

Ill.  Feature ScalabilitySupport for varying number of features.

Any feature can be dynamically integrated into the
framework without requiring a full-scale initializen and
re-evolution.

IV.  Class Scalability Support for varying number of classes.

Any class can dynamically be inserted into the &ework
without requiring a re-evolution.

V.  High efficiencyfor the evolution (or training) process: Using

as compact and simple classifiers as possiblecid\&
(incremental) Evolution Continuous
online/incremental training (or evolution) sessiaan be
performed to improve the classification accuracy.

Parallel processing Classifiers can be evolved using
several processors working in parallel.

In this way, we shall achieve as compact classifies
possible, which can be evolved and trained in ahmomre
efficient way than a single but complex classifaerd the optimum
classifier for the classification problem in harehdesearched
with an underlying evolutionary technique, e.g.imq1]. At a
given time, this allows creation and designationaofledicated
classifier for discriminating a certain class tyjpem the others
based on a single feature. Each incremental evalsgssion will
“learn” from the current best classifier configioas and can
improve them further, possibly as a result of amcr@émental)
optimization, which may find another configuration the
architecture space (AS) as the “optimal’. Moreowsith each
incremental evolution, new classes/features cankasintroduced
which signals the collective classifier network ¢ceate new
corresponding networks and classifiers within to apd
dynamically to the change. In this way the collectclassifier
network will be able to dynamicallgcaleitself to the indexing
requirements of the image database whilst strifdngnaximizing
the classification and retrieval accuracies thaokthe dedicated
classifiers within. In order to achieve all thebgeatives, we adopt
aDivide and Conquetype of approach, which is based on a novel



framework encapsulating aetwork of (evolutionary) binary In a MD-PSO process at time (iteratidnjpach particle
classifiers (NBCs). Each NBC is devoted to a unique class angh the swarm witt§ particles & ={X,..X,.. X} IS represented by
further encapsulates a setewoblutionaryBinary ClassifierdBCs), the following characteristics:
each of which is optimally chosen within the ASsaliminating a0 _3 > . . ;
the class of the NBC with a unique feature sets(dr-feature). X% (t):]" component (dimension) of the position of partele
The optimalitythereincan be set with a user-defined criterion. The; ., 4; ;
proposedCollective NBC(CNBC) framework currently supports " d|men3|fhr1 xa,(0) ) ) ) )
two common ANN types, the Multi-Layer PerceptrondLPs)  vX$©(t): j" component (dimension) of the velocity of partiale
and the Radial Basis Function (RBF) networks. Bzsithe . . :
exhaustive search with the numerous runs of thé&-Bagpagation in dimensionxd, (t)
method, the recently proposed multi-dimensionati€arSwarm xy;j’la@) t): ™ component (dimension) of the personal best pasitio
Optimization (MD-PSO) [2], [1] is used as the prim&volution : - :
technique. In the current work, due to space litoits we shall of particlea, in dimensionxd, (t)
restrict only on the CNBC design with evolutionMiPs. gbest(d} Global best particle index in dimension

The rest of the paper is organized as follows. iGedt x§/f (t): j™ component (dimension) of the global best positién
presents evolutionary artificial neural networksheTproposed in di iod
CNBC framework along with the evolutionary updatecimanism swarm, N dimensio .
is explained in detail in Section Ill. Section IVopides an  Xd(t): Dimension of particle
extensive set of classification and retrieval rsswver two vd, (t): Dimensional velocityof particlea
benchmark image repositories along with evaluatiofisthe = ) ) .
proposed incremental CNBC evolution. Finally, SwetivV ~ d,(t): Personal best dimension component of particle
concludes the paper and discusses topics for futark. Let f denote the fitness function that is to be optimized

within a certain dimension rangf, ., D,.}. Without loss of

II.  EvOLUTIONARY NEURAL NETWORKS
) . ) generality assume that the objective is to findrtti@imum off at

. _In this section we shall_ discuss th.e methodology fo ¢ optimum dimension within a multi-dimensionahss space.
acltjlewlngl the_fflrst ObJ?Ct'Vet_that II:S' t?(ihevolu(!)ahol};llseatrchhfqr the  Assume that the particke visits (back) the same dimension after
optimal classifier configuration. First the evobrtary technique, ; : :
MD-PSO, will be briefly explained and then its dpption over T |t_e_rat|ons (2. xd, () =_Xd_a(t+T) ). then the personal best
feed-forward ANNs (the MLPs) shall be introduceéhafly, an ~ POSsition can be updated in iteratiBrm as follows,
overview for the well known training method, the cBa XD (¢ 4 T) = XYGOM) if FED E+T))> F O o)
Propagation, which can be used exhaustively tockefor the = XKDt +T) else @)
optimal classifier in an AS, will briefly be presed. (=12 xd,(t+T)

A. Multi-Dimensional Particle Swarm Optimization Furthermore, the personal best dimension of partickan be

As the evolutionary method, we shall use the ndiitiensional updated in itgratioml as follows, R

(MD) extension of the basic PSBRSQ method, the MD-PSO, 7 (t+1) = o, () i oot +D) > f (™0 1)

recently proposed in [2]. Instead of operating fixed dimension ¢ xd, (t +2) else

N, the MD-PSO algorithm is designed to seek botfitiposl and

dimensional optima within a dimension ran{B, ,, D4 In
order to accomplish this, each particle has twos set

@

( Dimensional ) (Positional ) (Positional )

components, each of which has been subjected tobthe two
independent and consecutive processes. The fiestsoa regular xd, )

positional PSO, i.e. the traditional velocity upstatand due vd,(t)| |
positional shifts inN dimensional search (solution) space. The . (1)

second one is a dimensional PSO, which allows #récfe to
navigate through dimensions. Accordingly, each igartkeeps
track of its last position, velocity and personasb position
(pbesj in a particular dimension so that when it retgithe same Figure 1: Sample MD-PSO (left) vs.bPSO (right) particle
dimension at a later time, it can perform its regubositional”  structures. For MD-PSO {D,,=2 D=9 and at time t,
update using this information. The dimensional RB6cess of - " e
each particle may then move the particle to anottieension  xd, (t) =2and xd, (t) =3.
where it will remember its positional status andl we updated

within the positional PSO process at this dimensamd so on.  Figure 1 shows sample MD-PSO abESOparticles denoted as
The swarm, on the other hand, keeps track oftiestparticle in  a. Particlea in bPSOparticle is at a (fixed) dimensioh=5, and
each dimension, indicating the best (global) positso far contains only positional components; whereas in RSB
achieved. Similarly, the dimensional PSO processach particle  particlea contains both positional and dimensional companent
uses its personal best dimension in which the peidmest fitness respectively. In the figure the dimension range MD-PSO is
score has so far been achieved. Finally, the svkeeps track of given by{D,, D, .} ={2 9}, therefore the particle contains 9 sets
the global best dimensionibest among all the personal best of positional components. In this example the pbrt currently

d|men§|ons. Th@t?estpartlcl_e in thedbestdlmc_ensmn represents resides at dimension 2x(,(t)=2); whereasits personal best
the optimum solution and dimension, respectively.

in

in’



dimension is 3 (ﬂa(t):g). Therefore, at timéa positional PSO

update is first performed over the positional eIatﬂaoQ(t) and

then the particle may move to another dimensio wéspect to
the dimensional PSO. Recall that each positiormheht,x)g(t),

represents a potential solution in the search spiites problem.

B. MD-PSO for Evolving MLPs

As a stochastic search process in multi-dimensiseatch space,
MD-PSO seeks (near-) optimal networks in an archite space
(AS), which can be defined over any type of ANNghwany
properties. All network configurations in the ASeanumerated
into a hash table with a proper hash function, Whianks the
networks with respect to their complexity, i.e. @dates higher
hash indices to networks with higher complexity. NSO can
then use each index as a unique dimension of taeclsespace
where particles can make inter-dimensional navigatito seek an
optimum dimension dbes} and the optimum solution on that

dimension, XydbESt. The former corresponds to the optimal

architecture and the latter encapsulates the optinmetwork
parameters (connections, weights and biases). Sepfw the
sake of simplicity, a range is defined for the miom and
maximum number of layer§l . L __1and number of neurons

for the hidden layet, {N!. ,N!_}. The sizes of both input

and output layers are determined by the problemheamnde fixed.

min ’

value of thek" neuron of thé"™ hidden/output layer. The training
mean square erro¥)SE is formulated as follows:

No
MSE = izz(tkp i

2PN0 peT k=1

wheret is the target (desired) output ang®is the actual

output from thek" neuron in the output laydro, for patterrp in
the training dataseT with size P, respectively. At a time,
suppose that particle, has the positional component formed as,

OO =P il Wi B W L MY o)

where{w'jk} and{4,} represent the sets of weights and biases of

)

the layerl of the MLP configuration®**® . Note that the input
layer (=0) contains only weights whereas the output |giz0)
has only biases. By means of such a direct encodaigme,
particlea represents all potential network parameters oMhe
architecture at the dimension (hash indgg)(t). As mentioned

earlier, the dimension rangéD, .., Dmax} , where MD-PSO

particles can make inter-dimensional jumps, is rdeiteed by the
AS defined. Apart from the regular limits such gdgtional)
velocity range,{V_,V,.} , dimensional velocity range,

{VD,,, VD,

) nin» 4+ the data space can also be limited with some
practical range, i.eX ;, < X)Qd"(‘)(t) < Koy SEMINGMSEin Eq.

(4) as the fitness function enables MD-PSO to perfevolutions

The AS can then be defined only by two range arraysof both network parameters and architectures witténnative

Ruin ={N s Ny NN, }and R, ={N, , Nop-

one for minimum and the other for the maximum numbg
neurons allowed for each layer of a MLP. The sizbath arrays

is naturally L

Lmax—1
NN}

max

an I hidden layer. The size of the input and outputetay
{N;,N_}, is fixed and is the same for all configurationstie

process.
Further details and an extensive set of experiments

demonstrating the optimality of the networks evdlvéth respect

to several benchmark problems can be found in [1].

+1 where the corresponding entries define the
range of thd™ hidden layer for all those MLPs, which can have

C. The Back Propagation Algorithm

Back Propagation (BP) [3] is the most commonly usathing
technique for feed-forward ANNSs. It is a supervisgdining
technique which has been used in pattern recognitod

AS. L., >1andL,, can be set to any value meaningful for the classification problems in many application areB®. has the

problem encountered. The hash function then enuseerall
potential MLP configurations into hash indices rtitg from the

simplest MLP withL_, —1 hidden layers, each of which has
minimum number of neurons given Ry, , to the most complex

network with L _—1 hidden layers, each of which has a

maximum number of neurons given Ry, .
Let NLbe the number of hidden neurons in layeaf a

MLP with input and output layer siz®d, and N, respectively.
The input neurons are merely fan-out units sinceprazessing

takes place. LeF be the activation function applied over the

weighted inputs plus a bias, as follows:

yP' =F(sP') where sP' => wjly
i

p,l-1

|
i + 0,

(©)
where Y is the output of th&" neuron of thd" hidden/output
layer when the patterp is fed,V\I'":1 is the weight from thg"

neuron in layet-1 to thek™ neuron in layet, and 6’1'( is the bias

advantage of applying directed search and has al Eearch
ability. However, BP is just a gradient descentodtgm in the
error space, which can be complex and may contagmym
deceiving local minima (multi-modal). Therefore, BRts most
likely trapped into a local minimum, making it eety dependent
on the initial (weight) settings. Yet due to itanglicity and
relatively lower computational cost, BP can be &gpl
exhaustively over the network architectures of Ahwandom
initializations to find out the optimal architecéufor the problem
in hand. Since AS is composed of only compact agks; with
such an exhaustive application, the probability fofding
(converging) to a (near-) optimum solution in ttreoe space is
significantly increased.

The BP algorithm can be summarized as follows:

1. Initialize the weightsl/\)jk and biaseﬁli randomly.
2. Feed patterp to the network and compute the outp;qf" of

each neuron.
3. Calculate the error between the computed ou);ﬂl? of each

output neuron and the desired outpfitas g =t — y>°.

This work was supported by the Academy of Finlgrdject No. 213462 (Finnish Centre of ExcellencegPam (2006 - 2011)



4. For each neurok calculate the partial derivativeE, where
ah,
EPis the total error energy defined as _ 1 sz and h
B ==3%"(e™)

keo

is a uniform symbol for each paramaﬂ;{r,gﬂ&, pando, .
5. Update the parameters as follows:
OEP

he(t+1) = K () -7 s

wherey, is the learning rate parameter.

6. Repeat steps 2-5 until some stopping criterieashed.

In the above realization of the BP algorithm thénmek
parameters are updated after every training sarpls.is called
the online or sequentiaimode The other possibility is thbatch
mode, where all the training samples are first g to the
network and then the parameters are adjusted $athtbatotal
training error is minimized. Theequentiaimode is often favored

®)

Configuration __ AS

= =
x1x.
Feature + Class 15522
Vectors (FV+C 15x3x2
15x4x2
o
2 V] v \Eh best BC
n e Dest
<
@ C Run#  Run#2 _ Run#3
=1 15x2 0.24 0.22 0.25
@ 15x1x2 | 0.13 0.21 0.16
15x2x2 | 0.12* | 010* | 0.18
15x3x2 | 0.19 0.20 0.14
Y 15x4x2 | 0.19 0.21 012*

Architecture Space with
5 MLP configurations

Evoluﬂorir
Process

Figure 2: Evolutionary update in a sample AS for MLP
configuration arrays R . ={151,2} andR__ ={154,2} where
N; =3 andN. =5. The best run for each configurations is
highlighted and the best configuration in each runis tagged

over thebatchmode as it requires less storage space. MoreoveWith ™.
the sequentialmode is less likely to get trapped in a localg cglective Network of Binary Classifiers

minimum as updates at every training sample makestarch
stochastic in nature. HensequentiaBP mode is used for MLP
training/evolution. Further details about BP tragican be found
in [3] and are hence skipped.

Ill.  THE CNBCFRAMEWORK

This section describes in detail the proposed freorie
Collective Network of (Evolutionary) Binary Clagsifs, the
CNBC, which uses the training dataset to configtseinternal
structure and to evolve its binary classifiers (B@slividually.
Before going into details of CNBC, the evolutionampdate
mechanism, which keeps only the best networks mife AS of
each BC will be detailed next.

A. Evolutionary Update in the Architecture Space

Since the evolutionary technique, MD PSO, is a hatstic
optimization method, in order to improve the prabgb of
convergence to the global optimum, several evalatip runs can

be performed. LetN, be the number of runs and. be the

number of configurations in the AS. For each rum dbjective is
to find the optimal (the best) classifier withiretAS with respect
to a pre-defined criterion. Note that along witle thest classifier,
all other configurations in the AS are also subjectvolution and
therefore, they are continuously (re-) trained watch run. So
during this ongoing process, between any two carisecruns,

any network configuration can replace the currerst lone in the
AS if it surpasses it. Besides the MD PSO evolatigrsearch, this
is also true for theexhaustive searchi.e. each network

configuration in the AS is trained b\, BP runs and the same

evolutionary update rule applies. Figure 2 demaitasr an
evolutionary update operation over a sample ASagoimg 5 MLP

configurations. The table shows the training MSEcWhs the

criterion used to select the optimal configuratidreach run. The
best runs for each configurations are highlighted ¢he best
configuration in each run is tagged with **. Ndteat at the end of
the three runs, the overall best network with MSH.30 has the
configuration: 15x2x2 and thus used as the classifr any

classification task until any other configuratiamrmasses it in a
future run. In this way, each BC configuration lire tAS can only
evolveto a better state, which is the main purpose @fitoposed
evolutionary update mechanism.

1

To achieve the third and fourth objectives mentibearlier, i.e.

the scalability with respect to a varying numberct#sses and
features, a novel framework encapsulatingeawork of binary
classifiers (NBCs) is developed, where NBCs cavolve

continuously with the ongoing evolution sessiores using the
training dataset which is in practice obtained bynalating the
ground truth data (GTD) from several relevance leet

sessions. Each NBC corresponds taraque image class and
shall contain varying number of evolutionary binaigassifiers

(BCs) in the input layer where each BC performsabjin
classification using a single (sub-) feature. TFemes whenever a
new feature is extracted, its corresponding BC Wwél created,
evolved (using the available GTD so far), and itezkinto each
NBC, yet keeping each of the other BCs “as is”. {Ba other

hand, whenever an existing feature is removedcthesponding
BC is simply removed from each NBC in the systemthis way

scalability with respect to any number of features is achieuved

the overall system can avoid re-evolutions fronatxr.

The Topology

Class Selection

{c}

Figure 3: Topology of the proposed CNBC framework ith C
classes andN FVs (sub-features).

Each NBC has a “fuser” BC in the output layer, vbhic
collects and fuses the binary outputs of all BC¢himinput layer



and generates a single binary output, indicatireggrétevancy of
each FV to the NBC'’s corresponding class.

Furthermore, CNBC is alsecalableto any number of
classes since whenever a new class is definedebygar, a new
NBC can simply be created (and evolved) only fds tblass
without requiring any need for change or updatedtmer NBCs
unless their performance significantly deterioratesth the
introduction of the new class This way the overajistem
dynamically adapts to varying number of image @ass

As shown in Figure 3, the main idea in this apphoiscto
use as large number of classifiers as necessas $o divide a
massive learning problem into many NBC units alovith the
BCs within, and thus prevent the need of using demp
classifiers as the performance of both training @vdlution
processes degrades significantly as the complesiég due to the
curse of dimensionality A major benefit of our approach with
respect to efficient training and evolution procéssthat the
configurations in the AS can be kept esmpactas possible
avoiding unfeasibly large storage and training tieguirements.
This is a significant advantage especially fortiagning methods
performing local search, such as BP since the amain
deceiving local minima is significantly low in thegror space for
such simple and compact ANNs. Furthermore, when i8P
applied exhaustively, the probability of findingethoptimum
solution is significantly increased.

In order to maximize the classification accuracye w
applied a dedicated class selection technique RBC. We used
1-of-nencoding scheme in all BCs, and the output laiger of all

BCs is always two (i.e1 = 2). LetCV,, and C\é2 be the first and
second output of the™ BC's class vector (CV). The class
selection inl-of-n encoding scheme can simply be performed b
comparing the individual outputs, e.g. say a pesitutput if
CVC'2 > CVCJ, and vice versa for negative. This is also true fo

the fuser BC, the output of which makes the outguts NBC.
FVs of each dataset item are fed to each NBC irCiNBC. Each

a positive outcome, i.€V,, <CV,, Vce [O,C—l], otherwise
multiple NBCs with positive outcome may indicates tmultiple
true-positives and hence cannot be further pruAed result, for
a multi-class dataset the (set of) positive clamtices {C '}, is
selected as follows:

arg maxC\,-CV,) if CV,

cc[0.C-1]

{ arg (C\[,>CV,)} else
ce[0,C-1]

2S

CV, vee[oC-1

{c}= ™

2) Evolution of the CNBC

The evolution of a subset of the NBCs or the enBiBC is

performed for each NBC individually with a two-pleagperation,
as illustrated in Figure 4. As explained earliesing the feature
vectors (FVs) and the target class vectors (CVstheftraining
dataset, the evolution process of each BC in a MB@rformed
within the current architecture space (AS) in oridefind the best
(optimal) BC configuration with respect to a givetiterion (e.g.
training/validation mean-square-error (MSE) or slfisation

error (CE)). During the evolution, only NBCs assted with

those classes represented in the training datesewalved. If the
training dataset contains new classes, which do hate a
corresponding NBC yet, a new NBC is created forheand

evolved using the training dataset.

In Phase 1, see top of Figure 4, the BCs of eact Wi
evolved given an input set of FVs and a target ®¥call that
each CV is associated with a unique NBC. The fié&&s are not
used in this phase. Once an evolution sessiones, tire AS of
each BC is then recorded so as to be used for fimiten

y(incremental) evolution sessions in the future.

Architecture Spaces
forBCs

CNBC Evolution Phase 1
(Evolution of BCs in the 1¥ Layer)

Feature + Class
Vectors

FV is propagated through its corresponding BC mitiput layer
of the NBC. The outputs of these BCs are thendeti¢ fuser BC
of each NBC to produce all CVs. Finally, the claskection block
shown in Figure 3 collects them and selects théipexlass(es)
of the CNBC as the final outcome. This selectionesae, first of
all, differs with respect to the dataset class type the dataset
can be called as “uni-class”, if an item in thead&t can belong to
only one class, otherwise called as “multi-class”. Ehane, in a

uni-class dataset there mustdigy one class, the | selected as 3

the positive outcome whereas in a multi-class @stdbere can

Best (sofar) Classfiers in
Architecture Spaces

CNBC Evolution Phase 2
(Evolution of Fuser BCs)

E)

be one or more NBC{,C*}, with a positive outcome. In the
class selection scheme thénner-takes-allstrategy is utilized.
Therefore, for uni-class datasets, the positivessx:l'mdex,c* ,
(“the winner”) is determined to be the class whitye difference
CVC‘2 — CVcllis maximal, i.e.,

¢ =arg CEr[Tg%)Sl](CVC‘Z -CV.,) ®)

In this way the erroneous cases (false negativdaise positives)
where none or more than one NBC exists with a pesitutcome

can be properly handled. However, for multi-clasdadets the
winner takes all strategy can only be applied wheiNBC yields

o, =01 Vo1
Figure 4: lllustration of the two-phase evolution gssion over
BCs’ architecture spaces in each NBC.

Recall that each evolution process may contain raéve
runs and according to the aforementioned evolutiongpdate
rule, the best configuration achieved will be uasdhe classifier.
Hence once the evolution process is completedIf&Gs in the
input layer (phase 1), the best BC configurations ased to
forward propagate all FVs of the items in the tiragndataset to
compose the FV for the fuser BC from their outpMsCso as to
evolve the fuser BC in the second phase. Apart fridra
difference in the generation of the FVs, the evohary method
(and update) of the fuser BC is same as any otleh&s in the



input layer. In this phase, the fuser Bfarnsthe significanceof
each individual BC (and the corresponding sub-fedtdor the
discrimination of that particular class. This cam\ewed as the
adaptation of the entire feature space to discateira specific
class in a large dataset, or in other words, aayaafapplying an

In the alternative evolutionary technique, the extae
search via repetitive BP training of each netwarkhe AS, the
first step of an incremental training will simplyebthe

initialization of the weightsV\/jk and biases@l'( with the

efficient feature selectiorscheme as some FVs may be quiteparameters retrieved from the last AS of that B@utiig from

discriminative for some classes whereas others modyand the
fuser, if properly evolved and trained, can “wefgbtich BC
(with its FV), accordingly. In this way the usagkeach feature
(and its BC) shall optimally be “fused” according their
discrimination power of each class. Similarly, e& in the first
layer shall in time learn the significance of indival feature
components of the corresponding FV for the disaratibn of its
class. In short the CNBC, if properly evolved, $Hakrn the
significance (or the discrimination power) of eadel and its
individual components.

3) Incremental Evolution of the CNBC

To accomplish yet another major objective, the psgal CNBC
framework is designed for continuous “incrementat/olution

sessions where each session may further improve

classification performance of each BC using theaathge of the
“evolutionary updates”. The main difference betwehka initial

and the subsequent incremental evolution sessiensthe
initialization of the evolution process: the formesesrandom

initialization for each configuration in the AS wkas the latter
starts from the best parameters found for each sifilers
configurationin the last AS for each BC. Note thfa training
dataset used for the incremental evolution sessioay be
different from the previous ones, and each sessiay contain
several runs. Thus the evolutionary update rule pzoas the
performance of the last recorded and terent (after the run)
network over the current training dataset.
incremental evolution phase, existing NBCs arerémentally)

evolvedonly if they cannot accurately classify the training dettas

of the new (emerging) classes. In that, an empiriceeshold
level (e.g. 95%) is used to determine the levetlasification
accuracy required. The NBCs for the new classesolaveusly
due for evolution without any such verification.
Consequently,
technique used for evolving MLP configurations rstialized
with the current AS parameters of the network. Thdahe swarm
particles are randomly initialized (as in the militevolutionary
step) except that one of the particles (withous lo$ generality

we assume the first particle widx0) has its personal best set ti

the optimal solution found in the previous evolotoy session.
For MD PSO evolution over MLPs, this can be exprdsss,

vd e [LN,] ®)

where{ij} and{6,} represent the sets of weights and bias

of the layerl of the MLP network¥'® , which is thed” (MLP)

configuration retrieved from the last AS recordislexpected that

especially at the early stages of the MD PSO rm fitst particle

is likely to be thegbestparticle in every dimension, guiding thg

swarm towards the last solution otherwise keepimg fpirocess
independent and unconstrained. Particularly iftthaing dataset
is considerably different in the incremental evidotsessions, it
is quite probable that MD PSO can converge to a selution
whilst taking the past solution (experience) into@unt.

During each

this as the initial point, and using the curreatrting dataset with
the target CVs, the BP algorithm can then perforsngradient
descent in the error space to converge to a navticol

IV. EXPERIMENTAL RESULTS

In this section, we first detail the benchmark data used and the
feature extraction techniques performed for theemsitve set of
classification and content-based image retrievpkegments. We
then investigate the classification performanceth&f proposed
CNBC framework using different feature combinaticand we
also compare the results obtained with batch tmginand
incremental evolutions. Finally we shall demongtrathe
performance gain in terms of improved retrievalumacy that can

thge achieved using the proposed CNBC framework agpaced to

the traditional (dis-) similarity based retrievals

A. Database Creation and Feature Extraction

We used MUVIS framework [4], to create and to indie
following two image databases by extracting 14 {stéatures for
each.

1) Corel_10 Image Database: There are 1000 medium
resolution (384x256 pixels) images obtained from reCo
repository [5] covering 10 diverse classes:Natives 2 - Beach
3 - Architecture 4 -Bus 5 -Dino Art, 6 - Elephant 7 - Flower, 8
- Horse 9 -Mountain and 10 +ood

2) Corel_Caltech 30 Image Database: There are 4245
images from 30 diverse classes that are obtaired foth Corel
and Caltech [6] image repositories.

Table 1: 14 Features extracted per MUVIS database.

the proposed MD PSO evolutiona

FV Feature Parameters Dim.
1 . H=6, S=2, V=2 24
> HSV Color Histogra H=8. 5=4, V=4 128
3 Dominant Color ~ |-Naz =6.T, =206 T, =14 27
4 N =8T,=2%,T,=183 35
5 32 hins 32
6 64 bins 64
7 128 bins 128
8 Color Structure 556 bins 556
9 512 hins 512
£s10 1024 bins 1024
11 | Local Binary Pattern 16
12 Gabor scale=4, orient.=6( 48
Ordinal Cc- P
= occurrence d=3, 0=4 =6
14 | Edge Histogram Dir. 5

As detailed in Table 1, some of the basic colog.(e.
MPEG-7 Dominant Color Descriptor, HSV color histagr and
Color Structure Descriptor [7]), texture (e.g. Gals], Local



Binary Pattern [9], and Ordinal Co-occurrence MaftiO]) and

edge (e.g. Edge Histogram Direction [7]) featura® extracted.
Some of them are created with different parametergxtract
several sub-features and the total feature dimerisiobtained as
2335. Such a high feature space dimension can diwes us

opportunity to test the performance of the propos&BC

framework against the “curse of dimensionality” aswhlability

with the varying number of features.

B. Classification Results

from 7 (188-D) to 14 sub-features (2335-D)) sindee t
classification performance does not show any dwtgibn, on

contrary, with both techniques a better performaiscachieved
with enhanced generalization ability. This is apented outcome
since CNBC can benefit from the additional discriation

capability of each incoming (sub-) feature thanksits “Divide

and Congquer” type design where an efficient featse&ction

scheme is embedded.

Table 3: Classification performance of each evolutin method
per feature set forCorel_10 database.

Both databases are partitioned in such a way thatnajority

(55%) of the items is spared for testing and tist weas used for
evolving the CNBC. To demonstrate the feature $ditia
property of the CNBC, we evolved two CNBCs indi\atly using

7 (FVs 1, 3,5,11,12, 13 and 14 in Table 1 watlattdimension of
188) and 14 (all FVs with total dimension of 2338patures.
Therefore, the first CNBC has 7+1=8 BCs and theorséchas

Feature Evol. Train Train Test Test

Set Method | MSE CE % MSE | CE%
7 sut- MDPSO | 0.3: | 3.5¢ 161 |20 1t
features "gp 0.4 | 4.8¢ 121 | 18.3¢
l4sut- | MDPSC | 026 | 348 146 | 18.62
features "gp 0.3, |323¢ 12F | 145

14+1=15 BCs in each NBC. The evolution (and trahin
parameters are as follows: For MD-PSO, we use @haination
criteria as the combination of the maximum numbfeitevations
allowed {terNo = 100) and the cut-off erroref, =10"*). Other
parameters were empirically set as: the swarm s&&0,
Vi ax=Xnad =02 andvD, . =5, respectively. For exhaustive

BP, the learning parameter is setias 001 and iteration number
is 20. We use the typical activation functidryperbolictangent(

tanh@:ex_eix ). For the AS, we used simple configurations
e +e”
with the following range arrays:R . ={N;82} and

Table 4 presents the confusion matrix of the best
classification result over the test set, i.e. ade by the
exhaustive BP method using 14 sub-features. Itdsttwnoting
that the major source of error results from thefusion between
the 29 (Beach and ¢ (Mountai) classes where low-level
features cannot really discriminate due to excessielor and
texture similarities among those classes. Thisis t@ue for the B
class Elephan} from which the background of some images share
a high similarity with both classes.

Table 4: Confusion matrix of the evolution methodwhich
gave the best (lowest) test CE in Table 3.

Ruax ={N; 162} , which indicate that besides the single layg, - 1 2 3 4 5 6 7 8 9 10
perceptron (SLP), all MLPs have only a single hiddyer, i.e.

) . . 1142 2 1 1 0 5 0 0 1 3
Lmax=2,W|th.no more than 16 hidden neu.rons.“BeS|de§ttm 2/ 237 4 1. 0 0 0 1 9 1
the hash function enumerates all MLP configurationthe AS, as 3| 2 346 1 0 1 0 0 1 1
shown in Table 2 Finally, for both evolution methods, the

. . 4/ 2 0 053 0 0 0 O 0 O
exhaustive BP and MD PSQN, =10 independent runs are - s| 0 0 0 05 0 0 0 0 0
performed. Note that for exhaustive BP, this cqoesls to 10 § 6l 2 4 2 0 6 37 0 1 8 1

fi h confi tion in the AS. =
runs for each configuration in the 711 0 0 0 0 05 1 0 0
Table 2: The architecture space used for MLPs. 8/ 0 0 0 0O O O O 5 0 O
Dim. Conf. Dim. Conf. Dim. Conf. 9/ 0 8 1 0 0 0O O 0 46 O
0 N, x 2 6 N;x6x2 | 12 | N;x12x2 10/ 1 1 0 1 1 2 1 0 2 4€
1 N; x1x2 7 N;x7x2 [ 13 | N;x13x2
The CNBC evolutions so far performed are much aike
2 N e 8 N x8x2 14 N p the (batch) training of traditional classifiers ¢auas ANNs, k-NN,
3 N, x3x2 9 N, x9x2 15 N; x15x2 Bayesian) where the training data (the featured) @amber of)
classes are all fixed and the entire GTD is useithguhe training
4 N x4x2 [ 10 | N;x10x2 | 16 | N;x16x2 (evolution). As detailed earlier, the CNBC can also evolved
5 N. X5x2 11 N. x11x2 incrementally, i.e. incremental evolutions can berfgrmed
! ! whenever new features/classes can be introducedhan@NBC

Table 3 presents the classification performancéseaed for

can dynamically create new BCs and/or NBCs as #eel mrises.
In order to evaluate the incremental evolution qrenfince, the

Corel_10 database by both evolutionary techniques over théraining dataset is divided into three distincttpians, each of

sample AS given in Table 2. The results indicas 1D PSO
achieves the lowest MSE and CE levels (and heneebtst
results) within the training set whereas vice vass&ue for the
exhaustive BP within the test set. CNBC in gendemhonstrates a
solid robustness against the major feature dimansicrease (i.e.

which contains 5 (classes 1-5), 3 (classes 6-8Rafuthsses 9 and
10) classes, respectively. Therefore, three stafieacremental
evolutions have been performed where at each $t@g€NBC is
further evolved only with the particular datasettitian, which
belongs to the new classes in that partition. Affter first phase,



only three out of five existing NBCs were increnaiyt evolved

over the training dataset of the three new clagskesses 6-8).
Similarly, at the third phase, three out of 8 NBfi$ not undergo
for incremental evolution since their classificatiaccuracy over
the training dataset of those new classes (9 apdarkDalready
above the minimum classification accuracy thresh@®$%)

required.

Due to space limitations, we had to skip detailstloa
classification performances achieved at the intdiate stages.
Table 5 presents the final classification perforogarof each
evolution method per feature set. The results atdia few percent
losses on both training and test classificationueszges, which can
be expected since the incremental evolution wagpgsafully
skipped for some NBCs whenever they surpass 958sifitation
accuracy over the training dataset of the new (gimg) classes.
This means, for instance, some NBCs (e.g. the omesponds to
class 4, theBug evolved with only over a subset of the entire
training dataset.

Table 5: Final classification performance of 3-stag
incremental evolution per evolution method and featre set
for Corel_10 database.

Traditional

Feature Evol. Train Train Test Test

Set Method | MSE CE % MSE | CE %

7 suk- MDPSC | 1.3¢ 6.8¢ 2.61 28.62

features "5 08z |42: |18 |2L6¢

14 sut- MDPSO | 1.2¢ 6.6¢€ 2.3¢ 26.3¢

features  I"gp 091 |75 |18t |238:
Finally, the CNBC evolution for Corel_Caltech_30

database allows testing and evaluation of its ifleason
performance when the database size and numberaséed are
significantly increased. For both evolution techugg, we used the
same parameters as presented earlier except thatuthber of
epochs (iterations) for BP and MD PSO were increéas€00 and
500 in order to compensate the increase in théadsgasize. Table
6 presents the classification performances of eaeblution
method per feature set. Due to space limitationfiageto skip the
results from incremental evolutions in this dataget compared
with the results fronCorel_10database in Table 3, it is evident
that both evolution methods achieved a similar sifestion
performance in the training set (i.e. similar traEs) whilst
certain degradation occurs in the classificatiocugacy in test set
(i.e. 10-15% increase in the test CEs). This iexpected outcome
since the lack of discrimination within those loewél features can
eventually yield a poorer generalization especiadljen the
number of classes is tripled.

Table 6: Classification performance of each evolutnh method
per feature set forCorel_Caltech 30 database.

With Classifier

Feature Evol. Train Train | Test Test

Set Method | MSE CE MSE | CE

7 suk- MD PSQ | 0.5¢ 8.1 2.5 33.40

features BP 0.2¢ 2.9t 2.1€ 34.67

14 suk- MD PSQ | 0.3¢ e 2.5 36.3¢ Figure 5: 4x2 sample queries irCorel_10 (gA and gB), and
features BP 0.07¢ 1.31 2.6¢ 33.8¢ | Corel_Caltech 30 (qC and gD) databases Top-left is the query

image.



C. Retrieval Results

The traditional retrieval process in MUVIS is basedthe query
by example (QBE) operation. The (sub-) featurehefquery item
are used for (dis-) similarity measurement amorghal features
of the visual items in the database. Ranking thaldse items
according to their similarity distances yields thedrieval result.
The traditional (dis-) similarity measurement in MI$ is

accomplished by applying a distance metric such L&s

complex classifier. The optimum classifier for eatassification
problem at hand can be searched separately aadjigen time,
this allows to create new dedicated classifier<CqB for

discriminating a certain class type from the othveith the use of a
single (sub-) feature to accommodate new featurds oreate a
new NBC to allow introduction of new classes. Eéinhremental)
evolution session “learns” from the current besssifier and can
improve it further, possibly using another confafion in the AS.
Moreover, when trained properly, the fuser BC carrect the

(Euclidear) between the feature vectors of the query and eacBrroneous classification of any BC in the inpuelayvhich further

database item. When a CNBC is used for the purpbestrieval,
the same (L2) distance metric is now applied tocthes vectors at
the output layer of the CNBC (10x2=20-D f@orel_10 and

increases the classification accuracy. Thus cleasidn
performance, the main advantages of the proposedefvork are
the improved classification performance and tliieient solution

30x2=60-D forCorel_Caltech_3Q@atabases). In order to evaluate provided to the problems sfcalability and dynamic adaptability

the retrieval performances with and without CNBCe wse

by allowing both feature space dimensions and theber of

average precisiolAP) and average normalized modified retrieval classes in a database to be unlimited and dynamicetnental).

rank (ANMRR) measures, both of which are computedrging
all images in the database (i.e. batch query) andnathretrieval
window equal to the number of ground truth imad&s}) for each
queryg. This henceforth makes th#P identical to average recall
and average F1 measures, too.

Over each database, four batch queries are perotme
compute the average retrieval performances, twb aitd two
without using the CNBC. Whenever used, the CNB@vislved
with the MD PSO and the exhaustive BP, the formith w and
the latter with 14 sub-features, respectively. listed in Table 7, it
is evident that the CNBC can significantly enhattoe retrieval
performance regardless of the evolution method,féla¢éure set
and the database size. The results (without CNB@)e table also
confirm the enhanced discrimination obtained frone farger
feature set, which led to better classificationfgrenance and in
turn, leads to a better retrieval performance.

Table 7: Retrieval performances (%) of the four bath queries
in each MUVIS databases.

Feature Evol. Corel_10 Corel_Caltech_30
Set Method | ANMRR | AP [ ANMRR | AP
7sub- | MDPSO | 33.09 |64.01| 43.04 |54.47
features | None 55.81 |42.15| 60.21 |37.80
14 sub- BP 2221 |76.20| 32.00 |65.37
features [ None | 47.19 |50.38| 62.94 |34.92

retrieval results with and without using the prapbsCNBC

framework. All query images are selected amongtéisé set and

[

the query is processed within the entire database.

V. CONCLUSIONS
In this paper, a novel CNBC framework is introdutecaddress

the problem of efficient and accurate content-badasisification [0

and retrieval within large image databases. CNB&Dsvide and
Conquertype of approach, which reduces both feature dassc
vector dimensions for individual classifiers sigrahtly to enable
the use of as compact classifiers as possibleh Sompact
classifiers can be evolved and trained better ¢haimgle yet more

(1]
[2]
[3]

[4]
[5]

For visual evaluation, Figure 5 presents four tapi[:e]

8]

Furthermore, the CNBC framework is designed forhbotline
(incremental) and offline (batch) evolutions, whiadan be
performed in multiple runs. During each run, anywne
configuration can replace the current one in the ASit
outperforms it. Such an evolutionary update meamnénsures
that the AS containing the best configurationsaliways kept
intact and that only the best configuration at given time is used
for classification and retrieval.

Although the results indicate that all the aforetioered
objectives have been successfully fulfilled, evéghbr accuracy
levels can still be expected from the CNBC framdwwith the
addition of new powerful features with superioradisiination and
content description capabilities.
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ABSTRACT

Low-level features (also called as descriptors) play a central role in
content-based image retrieval (CBIR) systems. Features are various
types of information extracted from the content and represent some of its
characteristics or signatures. However, especially the (low-level)
features, which can be extracted automatically usually lack the
discrimination power needed for accurate description of the image
content and may lead to a poor retrieval performance. In order to
efficiently address this problem, in this paper we propose a multi-
dimensional evolutionary feature synthesis technique, which seeks for
the optimal linear and non-linear operators so as to synthesize highly
discriminative set of features in an optimal dimension. The optimality
therein is sought by the multi-dimensional particle swarm optimization
method along with the fractional global-best formation technique.
Clustering and CBIR experiments where the proposed feature
synthesizer is evolved using only the minority of the database,
demonstrate a significant performance improvement and exhibit a major
discrimination between the features of different classes.

Index Terms— Evolutionary feature synthesis, Content-based
image retrieval, multi-dimensional particle swarm optimization.

1. INTRODUCTION

It can be foreseen that the future CBIR systems require a decisive
solution for the well-known “Semantic Gap” problem. In general,
narrowing the semantic gap basically requires advanced approaches
that depend on a central element to describe the image content: the
features. Features are the fundamental elements of CBIR. They are
the information extracted from an image, represented in a suitable
way, stored in an index, and used during query processing. They
characterize the content characteristics and signatures. However,
especially the (low-level) features, which can be extracted
automatically, usually lack the discrimination power needed for
accurate retrievals in large image collections. Furthermore, among a
vast number of feature extraction techniques, the question of how to
select the most appropriate set of features still remained unanswered.
The efforts addressing the aforementioned problems can be
categorized into two feature transformation types: feature selection
and feature synthesis. The former does not change the original
features; instead selects a particular subset of them to be used in
CBIR. So no matter how efficient the feature selection method may
be, the final outcome is nothing but a subset of the original features
and may still lack the discrimination power needed for an efficient
CBIR. The latter basically performs a transformation, linear and/or
non-linear, to synthesize new features. For both approaches
evolutionary algorithms (EAs) [1] such as Genetic Algorithm (GA)
[2] and Genetic Programming (GP) [3] are mainly used.
Evolutionary feature synthesis (EFS) is still in its infancy as
there are only few successful methods proposed up to date. In a
recent work [4], GA was used to evolve texture features for CBIR on
skin lesions. Although only 6 simple arithmetic operators were used
in a small-scale database with 100 images, the retrieval performance
(i.e. the precision) was slightly improved (7%) with the proper
settings of parameters. In [5], co-evolutionary GP (CGP) was
utilized in sub-populations to synthesize features for object

recognition. Although some performance improvement has been
observed, in both methods, the improvement (in retrieval
performance or in recognition rate) may be insignificant or as in [5],
original features may even surpass the synthesized features in some
cases. This is due to several facts. First of all, only few (non-)linear
operators are used in order to avoid a high search space dimension
due to the fact that the probability of getting trapped into a local
optimum significantly increases in higher dimensions [6]. Similarly
in both methods, the synthesized feature space dimension is kept
quite low not to increase computational complexity, i.e. in [5] the
number of sub-populations is equal to the dimension of the
synthesized (or the so-called composite) features. Furthermore, both
methods suffer from the manual and sub-optimal setting of several
GA and CGP parameters (e.g. in [5] there are more than 10
parameters that should be properly set in advance). The most critical
drawback among all is that both GA and CGP can only work in a
search space with a dimension fixed a priori. This leads that the
optimum dimension for the feature synthesis will remain unknown.

To address these problems, in this paper we propose an
evolutionary feature synthesis technique that is based on multi-
dimensional particle swarm optimization (MD-PSO) [7], which can
find the optimum dimension of the solution space and hence voids
the need of fixing the dimension of the solution space in advance.
MD-PSO can also work along with the fractional global best
formation scheme (FGBF) [7] to avoid the premature convergence
problem. With the proper encoding scheme that encapsulates several
linear and non-linear operators (applied to a set of selected features),
and their scaling factors (weights), MD-PSO particles can therefore,
perform an evolutionary search to find out the optimal feature
synthesizer to generate new features in the optimal dimension. The
optimality therein can be set by such a proper fitness measure that
maximizes the overall CBIR (or clustering) performance.

The rest of the paper is organized as follows. The motivation
and details of the proposed EFS along with the underlying
evolutionary search technique, the MD-PSO, are presented in
Section 2. Section 3 introduces EFS experiments that are performed
in Corel image databases, and presents the clustering and retrieval
results along with the comparative evaluations. Finally, Section 4
concludes the paper and discusses topics for future work.

2. EVOLUTIONARY FEATURE SYNTHESIS

2.1. The Motivation

As mentioned earlier, the motivation behind the proposed
evolutionary feature synthesis (EFS) technique is to maximize the
discrimination power of low-level features so that CBIR
performance can be significantly improved. In a broader sense, well-
known classifiers such as Artificial Neural Networks (ANNs) and
Support Vector Machines (SVMs) can be thought as a special kind
of feature synthesizers. Commonly ANNs used as classifiers take the
original feature vector as an input and, in an optimal case, their
output is a vector corresponding to the image class (e.g. for c=1, {1,
0, ..., 0}). Thus the ANNs try to learn a feature synthesizer that
transforms each feature vector in a certain class to one corner of the
d-dimensional cube (where d is the number of classes). SVMs, on
the other hand, attempt to transform the original features into a new



(higher) dimension where linear separation is possible. A major
drawback of these kinds of feature synthesizers is the critical choice
of the (non-)linear kerel (or activation) function that may not be a
proper choice for the problem in hand. Consider for instance, two
sample feature synthesizers (FS-/ and FS-2) illustrated in Figure 1
where for illustration purposes features are only shown in 1-D and 2-
D, and only two-class problem is considered. In the case of FS-1,
SVM with a polynomial kernel in quadratic form can make the
proper transformation into 3-D so that the new (synthesized) features
are linearly separable. However, for F'S-2, a sinusoid with a proper
frequency, f, should instead be used for a better class discrimination.
Therefore, searching for the right transformation (and hence for the
linear and non-linear operators within) is of paramount importance,
which is not possible for static (or fixed) ANN and SVM
configurations. Since there is no feature selection (all features are
used to synthesize a single synthesized feature output), during
training especially multi-layer ANNs may further suffer from the
high complexity in terms of massive number of parameters (weights
and thresholds). They are also prone to limited performance due to
the sub-optimal dimension setting for the synthesized features. In
order to maximize the discrimination among classes, the dimension
into which new features are synthesized, should also be optimized
by the evolutionary search technique.

(Fs-1) R

X, {2 x2 23 | I
x class-2

T
Y Vo

Figure 1: Two sample feature synthesis performed on 2-D (FS-1)
and 1-D (FS-2) feature spaces.

07 0z 03 04 05 06 07 08 03

2.2. Multi-Dimensional Particle Swarm Optimization

As the evolutionary search method, we use the multi-dimensional
(MD) extension of the basic PSO (bPSO) method, the so-called MD-
PSO, recently proposed in [7]. Instead of operating at a fixed
dimension d, the MD-PSO algorithm is designed to seek both
positional and dimensional optima within a given dimension range,
{Dyirs Diay- In order to accomplish this, each particle has two sets

min®
of components, each of which has been subjected to one of the two
independent and consecutive processes. The first one is a regular
positional PSO, i.e. the traditional velocity updates and due
positional shifts in N dimensional search (solution) space. The
second one is a dimensional PSO, which allows the particle to
navigate through dimensions. Accordingly, each particle keeps track
of its last position, velocity and personal best position (pbest) in a
particular dimension so that when it re-visits the same dimension at
a later time, it can perform its regular “positional” update using this
information. The dimensional PSO process of each particle may then
move the particle to another dimension where it will remember its
positional status and will be updated within the positional PSO
process at this dimension, and so on. The swarm, on the other hand,
keeps track of the gbest particle in each dimension, indicating the
best (global) position so far achieved. Similarly, the dimensional
PSO process of each particle uses its personal best dimension in

which the personal best fitness score has so far been achieved.
Finally, the swarm keeps track of the global best dimension, dbest,
among all the personal best dimensions. The gbest particle in the
dbest dimension represents the optimum solution and dimension,
respectively.

In a MD-PSO process at time (iteration) ¢, each particle @ in
the swarm with S particles, E={X,50sXy X )0 is represented by the

following characteristics:

xxﬂ*‘jg'“’(z); /" component (dimension) of the position of particle a,
in dimension xd,(?)

vx;’i]t’(') (OF ™ component (dimension) of the velocity of particle a,
in dimension xd (¢)

xy’a‘dj‘”(t) - /™ component (dimension) of the personal best position
of particle a, in dimension 4 (1)

gbest(d) : Global best particle index in dimension d

xj;/d ®): /™ component (dimension) of the global best position of
swarm, in dimension d

xd, (f) : Dimension of particle

vd, (0 Dimensional velocity of particle a

xju (¢) : Personal best dimension component of particle a

Further algorithmic details of the MD-PSO method can be found in
[7] and are skipped in this paper due to the page limitations.

2.3. Evolutionary Feature Synthesis by MD-PSO

2.3.1. The Overview

As shown in Figure 2, the proposed evolutionary feature synthesis
(EFS) can be performed in one or several runs where each run can
further synthesize the features generated from the previous run. The
number of runs, R, can be specified in advance or adaptively
determined, i.e. runs are carried out until a point where the fitness
improvement is no longer significant. The EFS dataset can be the
entire image database or a certain sub-section of it where the ground
truth is available. If there is more than one Feature eXtraction (FeX)
module, an individual feature synthesizer can be evolved for each
module and once completed, each set of features extracted by an
individual FeX module can then be passed through the individual
synthesizers to generate new features for CBIR.

Image
Database

/' MD-PSO based
Feature Synth.

Figure 2: The block diagram of Feature eXtraction (FeX) and
the proposed EFS technique with R runs.

2.3.2. Encoding of the MD-PSO particles
The position of each MD-PSO particle in a dimension de[D D J

mir? ~maxl’
represents a potential feature synthesizer, which generates a d-
dimensional feature vector using a set of applied operators over
some selected features within N-dimensional source (original)
feature vector. Therefore, the ;" component (dimension) of the
position of particle @, in dimension 4 and at an iteration ¢,



xx! NOVE [O,d _ 1], synthesizes the /" feature of the d-dimensional

feature vector.
Table 1: F=20 operators used in evolutionary synthesis.

0, Formula 0, Formula 0, Formula

0 A 7 A-B 14 tan(2nifAB)

1 B 8 AB 15 tan(2nf (A+B))
2 max(A, B) 9 A/B 16 0.5exp(-(A+B)’)
3 min(A, B) 10 sin(2nfAB) 17 D.Sexp(—(A-Bf)
4 A 11 cos(2nfAB) 18 log((A+B)’)

5 B 12 | sin(2nf (A+B)) 19 log((A-B)’)

6 A+B 13 cos(2nf(A+B))

Along with the operators and the feature selection, encoding of
the MD-PSO particles is designed to enable a feature scaling
mechanism with the proper weights. As illustrated in Figure 3,
xxj/.(t),j e[O,dfl] is a 2K+1 dimensional vector encapsulating 1)
the selection of K+l
al, Bl,..., BK €[0,N —1]), 2) their weights (0 < w,

al>

(input) features (with feature indices,
wy, <1)and 3)

K operators (via indices, §. enumerated in Table 1). As a result

ie[l,K]
of this K-depth feature synthesis, the /™ element of the d-dimensional
feature vector can be generated as,

WarXa1 )))) 1)

Y, = ®K(W/H(x/ik’®l<—l (---’®2 (Wﬂzx/f2= 6, (W/ﬂx/}l >

Al

B where,

.

o | jelo,d—1] A ,B, eR[0O,N), 0, e[l,F]ie[l,K]
x! = B
Yas =0, | Let

al=|A, |e[o,N -1} pi=|B, |e[o,N —1]
1'3" W, =A,—al and wy =B, - Bi,0<w, ,w,;<l
&

6, | ©, = Operator (8,)

Or_iginal Fv Synthesized FV
(N-dimensional) (o-dimensional)
X O OX

Figure 3: Encoding /™ dimensional component of the particle a
in dimension d for K-depth feature synthesis.

Note that letting K=N+1 and fixing the operator @ to a typical
activation function such as sigmoid or tangent hyperbolic, and the
rest, ®ie[l,K—l]’ to “+” operator (Operator(6) in Table 1) makes the

proposed feature synthesis technique equivalent to a basic feed-
forward ANN (or single-layer perceptron, SLP). Similarly, if more
than one EFS runs performed (R>1), the overall scheme is
equivalent of a typical MLP. In short, feed-forward ANNs are
indeed a special case of the proposed EFS technique, yet the most
complex one due to the usage of all input features (K=N+1), which

voids the feature selection. Moreover, this makes it the most limited
case, since it uses only two operators among many possibilities.
Therefore, the focus is drawn to achieve a low complexity by
selecting only a reasonable number of features (with a low K value)
and performing as few MD-PSO runs as necessary (with a low R
value).

2.3.3. The Fitness Function
Since the main objective is to maximize the CBIR performance, a
straightforward fitness function (to be minimized) is the inverse
average precision (-4P or 1-4P) or altematively, the average
normalized modified retrieval rank (ANMRR), both of which can
directly be computed by querying all images in the ground truth
dataset and averaging individual precision or NMRR scores. This,
however, may turn to a costly operation especially for large
databases with many classes. An alternative fitness function that
seeks to maximize discrimination among distinct classes can be a
clustering validity index (CVI) where each cluster corresponds to a
distinct class in the database. CVI can be formed with respect to two
widely used criteria in clustering: , intra-cluster compactness and
inter-cluster separation.

For each potential EFS encoded in a MD-PSO particle, the CVI
computed over the d-dimensional synthesized features,
Z:{z[77 z, ec]}, for each class, ¢, ie [LC], can be computed as in

Eq. (2).
S(We.2) = FP (4,5, 2) +(0, (1.5, 2) 1 d oy, (11,1))

Slue -z, @

C —
where  Q,(U,s.Z)= %zv’ﬂi
=1

i

i

where I be the centroid vector computed for all classes, and
0.(1,5,Z) is the quantization error (or the average intra-cluster

distance). d min 18 the minimum centroid (inter-cluster) distance
among all classes and FP(,,,Z) is the number of false positives

i.e. synthesized feature vectors which are closer to another class
centroid than their own. So the minimization of the validity index
f(u, 5, Z)will simultaneously try to minimize the intra-cluster

distances (for better Compactness) and maximize the inter-cluster
distance (for better Separation), both of which lead to a low
FP(u,5,7) value or in the ideal case FP(u,5,2)=0, meaning

that each synthesized feature is in the closest proximity of its own
class centroid, thus leading to high discrimination.

3. EXPERIMENTAL RESULTS

For the EFS experiments performed in this section, we used MUVIS
framework [8], to create and to index two image databases from
Corel image collection [9]: 1) Corel 10 Image Database: There are
1000 medium resolution (384x256 pixels) images obtained from
Corel repository [9] covering 10 diverse classes: 1 - Natives, 2 -
Beach, 3 - Architecture, 4 - Bus, 5 - Dino Art, 6 - Elephant, 7 -
Flower, 8 - Horse, 9 - Mountain, and 10 — Food, and 2) Corel 5
Image Database: Composed of images taken from the first 5 diverse
classes in Corel 10 database. In order to evaluate the proposed EFS
technique and test its efficacy for both CBIR and clustering, we
purposefully extract a well-known low-level descriptor, 64-bins
RGB color histogram (unit normalized), which has a limited
discrimination power and a severe deficiency for a proper content



description. The performance of the proposed EFS technique for
improving CBIR accuracy is tested over Corel 5 database by using
the (inverse) average precision (1-4P) directly as the fitness
function. Similarly, assigning the CVI given in Eq. (2) as the fitness
function, the clustering performance of the features synthesized is
tested over Corel 10 database. Both databases are partitioned in
such a way that the majority (55%) of the images is spared for
testing and the rest (45%) is used as the EFS dataset. For MD-PSO,
we use the swarm size, S=100 and the termination criteria as the
maximum number of iterations allowed (iterNo=1000). The
dimensional range, [Dm Dmx], that the optimum dimension for

EFS will be searched is set as, [40, 120]. The rest of the internal

MD-PSO parameters are used as recommended in [7].

The depth of the EFS, K, is set as low as 3 for CBIR in
Corel 5 to test its performance for such a quite low value and also to
avoid further complexity. For experiments in Corel 10, K is
otherwise set to 10, which allows selecting (up to) 10 features
among 64 (RGB histogram bins). Finally, multiple runs are allowed
as long as a significant 4P improvement between consecutive runs is
observed (i.e. > 5%).

Table 2: Fitness scores (1-4P) and CBIR performances of the
original and synthesized features per run.

Original Run-1 Run-2 Run-3

(64-D) (75-D) (56-D) (91-D)

Fit. Score 0.429 0.337 0.211 0.146
AP (%) 51.1 59.01 67.1 70.48
ANMRR (%) 47.2 39.2 30.72 27.67

Table 2 presents the fitness scores (1-4P) achieved by the original
and synthesized features in the best dimension converged per MD-
PSO run over the EFS dataset of the Corel 5 database. Furthermore,
the overall CBIR performances computed by querying all databases
items (batch query) are also presented with standard AP and ANMRR

measures.

Original Features . EFS Run-1 EFSRun-2&3

e =

way of evaluating the improvement on the discrimination power of
the synthesized features from which it is evident that a significantly
higher clustering performance can be achieved.

Table 3: Fitness score (CVI) and the number of false positives
(FP) of the original and synthesized features.

using original and synthesized features at each run. Top-left is
the query image.

Figure 4 shows four sample queries, each of which is
performed either using the original features or synthesized features
per EFS run. The query operation using the synthesized features
from the last two EFS runs (2 and 3) retrieved the same 12 images. It
is obvious that the synthesized features further improve their
description power at each run and in turn, better CBIR performance
is achieved. Finally, Table 3 presents the clustering performances of
the original and synthesized features measured by the CVI (
f( yC;,Z)) given in Eq. (2) and also by the number of false

positives ( FP (5, Z))- As discussed earlier, this is an alternative

Dataset: EFS Corel 10
Features: | Original | Synth. | Original | Synth.
Fit. Score (CVI) 186.98 69.28 431.17 268.65
FP 144 46 357 236
4. CONCLUSIONS

In this paper, we proposed a multi-dimensional evolutionary feature
synthesis technique, which aimed to improve the discrimination
among the low-level features and in tum to enhance the CBIR and
clustering performances. As the evolutionary search technique, we
used MD-PSO and FGBEF that have recently been proposed as a cure
to common drawbacks of the PSO family. Particularly, MD-PSO
based EFS has the advantage to search the optimal dimension for the
synthesized feature vectors. This is, to our knowledge, an
unprecedented advantage that none of the earlier feature synthesis
methods have accomplished before. Moreover, by means of the
proposed encoding technique, MD-PSO particles can perform an
evolutionary search for the optimum operators, scales (weights) and
selection of the (original) features, all simultaneously in an
interleaved way. As discussed earlier, this alone provides a higher
flexibility and better feature (or data) adaptation than the regular
ANNs and SVM classifiers, since the proposed EFS technique can
utilize a large set of (non-linear) operators and have the advantage of
selecting proper features. Finally, the proposed technique does not
have critical parameters or thresholds that may significantly affect
the performance.

Experimental results over benchmark image databases have
demonstrated that the proposed EFS technique has synthesized more
discriminative features with a lower CVI and with a significantly
higher CBIR performance. We can conclude that as long as some
ground truth is available for an image database (i.e. via relevance
feedback), the low-level feature extraction will just be the initial
step, because features with a higher discrimination (and description)
capability can effectively be synthesized from them.
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Particle swarm optimization (PSO) was proposed as an optimization technique for static environments;
however, many real problems are dynamic, meaning that the environment and the characteristics of the
global optimum can change in time. In this paper, we adapt recent techniques, which successfully address
several major problems of PSO and exhibit a significant performance over multi-modal and non-station-
ary environments. In order to address the pre-mature convergence problem and improve the rate of PSO’s
convergence to the global optimum, Fractional Global Best Formation (FGBF) technique is used. FGBF
basically collects all the best dimensional components and fractionally creates an artificial Global Best
particle (aGB) that has the potential to be a better “guide” than the PSO’s native gbest particle. To estab-
lish follow-up of local optima, we then introduce a novel multi-swarm algorithm, which enables each
swarm to converge to a different optimum and use FGBF technique distinctively. Finally for the multi-
dimensional dynamic environments where the optimum dimension also changes in time, we utilize a
recent PSO technique, the multi-dimensional (MD) PSO, which re-forms the native structure of the swarm
particles in such a way that they can make inter-dimensional passes with a dedicated dimensional PSO
process. Therefore, in a multi-dimensional search space where the optimum dimension is unknown,
swarm particles can seek for both positional and dimensional optima. This eventually pushes the frontier
of the optimization problems in dynamic environments towards a global search in a multi-dimensional
space, where there exists a multi-modal problem possibly in each dimension. We investigated both
standalone and mutual applications of the proposed methods over the moving peaks benchmark
(MPB), which originally simulates a dynamic environment in a unique (fixed) dimension. MPB is appro-
priately extended to accomplish the simulation of a multi-dimensional dynamic system, which contains
dynamic environments active in several dimensions. An extensive set of experiments show that in tradi-
tional MPB application domain, FGBF technique applied with multi-swarms exhibits an impressive speed
gain and tracks the global peak with the minimum error so far achieved with respect to the other com-
petitive PSO-based methods. When applied over the extended MPB, MD PSO with FGBF can find optimum
dimension and provide the (near-) optimal solution in this dimension.
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1. Introduction

Many real-world problems are dynamic and thus require sys-
tematic re-optimizations due to system and/or environmental
changes. Even though it is possible to handle such dynamic prob-
lems as a series of individual processes via restarting the optimiza-
tion algorithm after each change, this may lead to a significant loss
of useful information, especially when the change is not too dras-
tic. Since most of such problems have a multi-modal nature, which
further complicates the dynamic optimization problem, the need
for powerful and efficient optimization techniques is imminent.
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In the last decade the efforts have been focused on evolutionary
algorithms (EAs) (Bdck & Schwefel, 1993) such as Genetic Algo-
rithms (GA) (Goldberg, 1989), Genetic Programming (GP) (Koza,
1992), Evolution Strategies (ES), (Back & Kursawe, 1995) and Evo-
lutionary Programming (EP) (Fayyad, Shapire, Smyth, & Uthurus-
amy, 1996). The common point of all EAs, which have population
based nature, is that they may also avoid being trapped in local op-
tima. Thus they can find the optimum solutions; however, this is
never guaranteed.

Conceptually speaking, particle swarm optimization (PSO)
(Engelbrecht, 2005; Kennedy & Eberhart, 1995; Omran, Salman, &
Engelbrecht, 2006), which has obvious ties with the EA family, lies
somewhere in between GA and EP. Yet unlike GA, PSO has no com-
plicated evolutionary operators such as crossover, selection and
mutation and it is highly dependent on stochastic processes. PSO
is originated from the computer simulation of individuals (parti-
cles or living organisms) in a bird flock or fish school (Wilson,



S. Kiranyaz et al./Expert Systems with Applications 38 (2011) 2212-2223 2213

1975), which basically show a natural behavior when they search
for some target (e.g. food). Their goal is, therefore, to converge to
the global optimum of a possibly non-linear function or system.
Similarly, in a PSO process, a swarm of particles (or agents), each
of which represents a potential solution to an optimization prob-
lem, navigate through the search space. The particles are initially
distributed randomly over the search space with a random velocity
and the goal is to converge to the global optimum of a function or a
system. Each particle keeps track of its position in the search space
and its best solution so far achieved. This is the personal best value
(the so-called pbest in Kennedy & Eberhart (1995)) and the PSO
process also keeps track of the global best solution so far achieved
by the swarm by remembering the index of the best particle (the
so-called gbest in Kennedy & Eberhart (1995)). During their journey
with discrete time iterations, the velocity of each agent in the next
iteration is affected by the best position of the swarm (the best po-
sition of the particle ghest as the social component), the best per-
sonal position of the particle (pbest as the cognitive component),
and its current velocity (the memory term). Both social and cogni-
tive components contribute randomly to the velocity of the agent
in the next iteration.

There are some efforts for simulating dynamic environments in
a standard and configurable way. Some early works such as (Ange-
line, 1997, 1998; Eberhart & Shi, 2001) use experimental setup
introduced by Angeline (1997). In this setup the minimum of the
three-dimensional parabolic function, flx,y,z)=x%>+y*+2% is
moved along a linear or circular trajectory or randomly. Three dif-
ferent update frequencies (200, 1000 and 2000 evaluations) and
change severities (0.01, 0.1, 0.5) are used. However, this setup en-
ables testing only in a uni-modal environment. Branke (2008) has
provided a publicly available Moving Peaks Benchmark (MPB) to
enable different dynamic optimization algorithms to be tested in
a standard way in a multi-modal environment. MPB allows the cre-
ation of different dynamic fitness functions consisting of a number
of peaks with varying location, height and width. The primary
measure for performance evaluation is offline error, which is the
average difference between the optimum and the best evaluation
since the last environment change. Obviously, this value is always
a positive number and it is zero only for perfect tracking. Several
PSO methods have been developed and tested using MPB such as
(Blackwell & Branke, 2004a; Blackwell & Branke, 2004b; Li, Branke,
& Blackwell, 2006; Mendes & Mohais, 2005). Particularly Blackwell
& Branke (2004a) proposed a successful multi-swarm approach.
The idea behind this is that different swarms can converge to dif-
ferent peaks and track them when the environment changes. The
swarms interact only by mutual repulsion that keeps any two
swarms from converging to the same peak.

Similar to the aforementioned EAs, PSO might exhibit some ma-
jor problems and severe drawbacks such as parameter dependency
(Lovberg & Krink, 2002) and loss of diversity (Riget & Vesterstrom,
2002). Particularly the latter phenomenon increases the probabil-
ity of being trapped in a local optimum and it is the main source
of premature convergence especially when the dimensionality of
the search space is large (Van den Bergh, 2002) and the problem
to be optimized is multi-modal (Esquivel & Coello, 2003; Riget &
Vesterstrom, 2002). Another reason for premature convergence is
that particles are flown through a single point, which is (randomly)
determined by gbest and pbest positions and this point is not even
guaranteed to be a local optimum (Van den Bergh & Engelbrecht,
2002). Since PSO was proposed for static problems in general, ef-
fects of such drawbacks eventually become much more severe
for dynamic environments. Various modifications and PSO variants
have been proposed in order to address these problems such as
(Abraham, Das, & Roy, 2007; Chen & Li, 2007; Chen, Peng, & Jian,
2007; Christopher & Seppi, 2004; Clerc, 1999; Eberhart, Simpson,
& Dobbins, 1996; Higashi & Iba, 2003; Ince, Kiranyaz, & Gabbouj,

2009; Janson & Middendorf, 2005; Kaewkamnerdpong & Bentley,
2005; Krohling & Coelho, 2006; Liang & Qin, 2006; Li et al., 2006;
Lovberg, 2002; Lovberg & Krink, 2002; Mendes, Kennedy, & Neves,
2004; Peng, Reynolds, & Brewster, 2003; Peram, Veeramachaneni,
& Mohan, 2003; Ratnaweera, Halgamuge, & Watson, 2003; Ratn-
aweera, Halgamuge, & Watson, 2002; Riget & Vesterstrom, 2002;
Richards & Ventura, 2003; Shi & Eberhart, 1998; Shi & Eberhart,
2001; Van den Bergh & Engelbrecht, 2002; Van den Bergh & Enge-
Ibrecht, 2004; Xie, Zhang, & Yang, 2002a; Xie, Zhang, & Yang,
2002b; Xie, Zhang, & Yang, 2002c; Yasuda, Ide, & Iwasaki, 2003;
Zhang & Xie, 2003). Such methods usually try to improve the diver-
sity among the particles and the search mechanism either by
changing the update equations towards more diversified versions
or adding more randomization to the system (to particle velocities,
positions, etc.) or simply resetting some or all of them randomly
when some conditions are met. However, their performance
improvement might be quite limited even in static environments
and most of them use more parameters and/or thresholds to
accomplish this whilst making the PSO variant even more param-
eter dependent. Therefore, they do not yield set a reliable solution
for dynamic environments, which usually have a multi-modal nat-
ure and high dimensionality.

Another major drawback of the basic PSO and the aforemen-
tioned variants is that they can only be applied to a search (solution)
space with a fixed dimensionality. However, in many optimization
problems, the optimum dimension is also unknown (e.g. data clus-
tering, object extraction, optimization of the dynamic functions,
etc.) and should thus be determined within the PSO process. Take
for example the color-based image segmentation as a data clustering
application, where the optimum dimension of the solution space
corresponds to the true number of clusters (segments) in the data
(color) space, which cannot be known beforehand. In such a case
the PSO process should perform a multi-dimensional search in order
to determine both the true (optimum) number of clusters and the
optimum centroid location for each cluster. The problem becomes
even more challenging when it is applied over a dynamic environ-
ment such as a video where both the number of clusters (segments)
and their centroids (dominant colors) are changing over time. Yet
since the change between consecutive frames is not drastic but
rather minor, instead of performing a new clustering in the color do-
main via multi-dimensional search for each frame in the video, for a
new (next) frame, the PSO process can establish a follow-up mech-
anism to track the optimum (number of) clusters (segments) from
the previous frame. Therefore, using the past history about global
and local optima becomes a crucial information to search for the
current optima (both dimension and location).

In this paper, we shall first introduce a recent technique that
significantly improves the global convergence performance of
PSO by forming an artificial Global Best particle (aGB) fractionally.
This algorithm, the so-called Fractional Global Best Formation
(FGBF), collects the best dimensional components from each
swarm particle and fractionally creates the aGB, which will replace
gbest as a guide for the swarm, if it turns out to be better than the
swarm'’s native gbest particle. We then propose a novel multi-
swarm algorithm, which combines multi-swarms with the FGBF
technique so that each swarm can apply FGBF distinctively. Via
applying the proposed techniques on conventional MPB we shall
show that they can find and track the global peak in an efficient
way and usually in earlier stages. For the multi-dimensional dy-
namic environments where the optimum dimension also changes
over time, we shall then introduce a multi-dimensional (MD) PSO
technique, which re-forms the native structure of swarm particles
in such a way that they can make inter-dimensional passes with a
dedicated dimensional PSO process. Therefore, in a multi-dimen-
sional search space where the optimum dimension is unknown,
swarm particles can seek for both positional and dimensional
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optima. This eventually pushes the frontier of optimization prob-
lems in dynamic environments towards a global search in a mul-
ti-dimensional space, where the problems in each dimension are
possibly multi-modal and dependent on each other in a certain
manner. Since the conventional MPB is created for a unique (fixed)
dimensionality, we shall propose multi-dimensional extension of
the benchmark in which there exists a unique optimum dimension
where the global (highest) peak is located. Also the optimum
dimension can change over time within a dimension range. In or-
der to provide a certain degree of dependency among individual
dimensions, peaks in different dimensions share the common coor-
dinates of the peak locations. This is basically accomplished by
subtracting a penalty term, whose magnitude depends on a dimen-
sional error, from the landscape height in non-optimal dimensions.
As a result, over the extended MPB, MD PSO can seek for both the
optimum dimension and the global peak on it simultaneously.
FGBF is an add-on to both multi-swarms and MD PSO which can
enhance their performance. We shall show when the multi-dimen-
sional search is needed, the best performance is achieved by their
mutual operation. In recent works, both MD PSO and FGBF have
been successfully applied over static problems such as general data
clustering (Kiranyaz, Ince, Yildirim, & Gabbouj, 2010) and evolu-
tionary artificial neural networks (Ince et al., 2009), respectively.

The rest of the paper is organized as follows. Section 2 surveys
related work on PSO and MPB. The proposed techniques, MD PSO,
multi-swarms with FGBF and their applications over the (ex-
tended) MPB are presented in detail in Section 3. Section 4 pro-
vides the experiments conducted and discusses the results.
Finally, Section 5 concludes the paper.

2. Related work
2.1. The basic PSO algorithm

In the basic PSO method, (bPSO), a swarm of particles flies
through an N-dimensional search space where each particle repre-
sents a potential solution to the optimization problem. Each parti-
cle with index a in the swarm, ¢ = {xy,...,Xq,. ..,Xs}, is represented
by the following characteristics:

Xqi(t): jth dimensional component of the position of particle a,
at time t.

vj(t): jth dimensional component of the velocity of particle a,
at time t.

Yai(t): jth dimensional component of the personal best (pbest)
position of particle a, at time t.

yj(t): jth dimensional component of the global best position of
the swarm, at time t.

Let f denote the fitness function to be optimized. Without loss of
generality assume that the objective is to find the maximum of fin
an N-dimensional space. Then the personal best of particle a can be
updated at iteration t as,

Vet =1) 0 f(Xa(6)) <Fa(t - 1)) _
Yaj(t) = {xa;m else } =1,2,....,N
1)

Since gbest is the index of the GB particle, y(t) = Ygpes (t). Then at
each iteration in a PSO process, positional updates are performed
for each dimensional component, j € [1,N] and for each particle,
a<|1,S], as follows:

Vaj(t+1) = W(t)va(t) + €111 (6) Vo (t) — X4 (1))

+ Car (6) (J5(E) — Xaj(t)) 2)
Xaj(t+ 1) = Xqj(t) + vg5(t + 1)

where w is the inertia weight, (Shi & Eberhart, 1998) and cy, ¢, are
the acceleration constants which are usually set to 1.49 or 2. ry;
~U(0,1) and 5 ~ U(0,1) are random variables with uniform distri-
bution. Recall from the earlier discussion that the first term in the
summation is the memory term, which represents the contribution
of the previous velocity over the current velocity, the second term is
the cognitive component, which represents the particle’s own expe-
rience and the third term is the social component through which the
particle is “guided” by the gbest particle towards the GB solution so
far obtained. Although the use of inertia weight, w, was later added
by Shi & Eberhart (1998), into the velocity update equation, it is
widely accepted as the basic form of PSO algorithm. A larger value
of w favors exploration while a small inertia weight favors exploita-
tion. As originally introduced, w is often linearly decreased from a
high value (e.g. 0.9) to a low value (e.g. 0.4) during iterations of a
PSO run. Depending on the problem to be optimized, PSO iterations
can be repeated until a specified number of iterations, say IterNo, is
exceeded, velocity updates become zero, or the desired fitness score
is achieved (i.e. f> &c). Accordingly the general pseudo-code of the
bPSO can be given as follows:

bPSO (termination criteria: {IterNo,éc,. ..}, Vinax)

1. For Va € [1,S5] do:
1.1 Randomize x4(1), v4(1)
1.2 Let y4(0) = x4(1)
1.3 Let ¥(0) = xq(1)
2. End For.
3. For Vt € [1,IterNo] do:
3.1 For Vae[1,S] do:
3.1.1 Compute y,(t) using (1)
3.1.2 1 (f(y,(0)) > max(f(y(t — 1).f(¥,(£)))) then
ghest = a and y(t) = y,(t) I<i<a
3.2 End For.
3.3 If any termination criterion is met, then Return.
3.3 For Va €[1,S] do:
3.4.1 For Vje[1,N] do:
3.4.1.1 Compute 2,,(t + 1) using (2)
3.4.1.2 If (Jugg(t + 1)| > Vimax) then clamp it to
|7/u,/'(t+ 1)| = Vmax
3.4.1.3 Compute X,(t + 1) using (2)
3.4.2 End For.
3.5 End For.
4. End For.
5. Return.

Velocity clamping also called “dampening” with the user-de-
fined maximum range Vpax (and —Vyax for the minimum) as in
Step 3.4.1.2 is one of the earliest attempts to control or prevent
oscillations. Such oscillations are indeed crucial since they broaden
the search capability of the swarm; however, they have a potential
drawback of oscillating continuously around the optimum point.
Therefore, such oscillations should be dampened and the conver-
gence is achieved with the proper use of the velocity clamping
and the inertia weight. Furthermore, this is the bPSO algorithm
where the particle gbest is determined within the entire swarm.
Another major topological approach, the so-called Ibest, also exists
where the swarm is divided into overlapping neighborhoods of
particles and instead of defining gbest and J(t) = Vg, (t) over the
entire swarm, for a particular neighborhood N;, the (local) best par-
ticle is referred as Ibest with the position y;(t) = Y. (t). Neighbors
can be defined with respect to particle indices (i.e.ie [j — L...j+1]
or by using some other topological forms (Suganthan, 1999). It is
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obvious that ghest is a special case of lbest scheme where the
neighborhood is defined as the entire swarm. The lbest approach
is one of the earlier attempts, which usually improves the diver-
sity; however, it is slower than the gbest approach. PSO variants
for dynamic environments will be reviewed in Section 2.3.

2.2. Moving Peaks Benchmark

Conceptually speaking, MPB developed by Branke (2008), is a
simulation of a configurable dynamic environment changing over
time. The environment consists of a certain number of peaks with
varying locations, heights and widths. The dimensionality of the
fitness function is fixed in advance and thus is an input parameter
of the benchmark. An N-dimensional fitness function with m peaks
is expressed as,

F(%,t) = max (B()?) max P(X, hy (), wy(t), Ep(t))> 3)

“p=1..m

where B(X) is a time variant basis landscape, whose utilization is op-
tional, and P is the function defining the height of the pth peak at
location X, where each of the m peaks can have its own dynamic
parameters such as height, h,(t), width, wy(t) and location vector
of the peak center, ¢, (t). Each peak parameter can be initialized ran-
domly or set to a certain value and after a time period (number of
evaluations), T, at time (evaluation) t, a change over a single peak,
p, can be defined as follows:

hp(t) = hy(t = Te) + AR
Wy (t) = wy(t —T,) + rAw 4)
Cp(t) = Cp(t — Te) + Tp(t)

where r~ U(0,1), Ah and Aw are the heights and width change
severities, respectively, and 7,(t) is a shift vector, which is a linear
combination of a random vector and the previous shift vector,
Up(t —T.). The shift vector 7,(t) is always normalized to length
vlength, which is called change severity. Accordingly, the shift vec-
tor 7,(t) can be defined as

(1= A)F(E) + ATp(t — Te)
(1 = D7) + A7, (t = Te)|”

where 4 is the correlation factor, which defines the level of location
change randomness. The types and number of peaks along with their
initial heights and widths, environment (search space) dimension
and size, change severity, level of change randomness and change
frequency can be defined. To facilitate standard comparative evalu-
ations among different algorithms, three standard settings of such
MPB parameters, the so-called Scenarios, have been defined. Scenario
2 is the most widely used and it allows a range of values, among
them the following are commonly used: number of peaks =10,
change severity vlength =1.0, correlation value /=0.0 and peak
change frequency = 5000. In Scenario 2 no basis landscape is used
and the peak type is a simple cone with the following expression,

PR,y (£), Wy (1), G (£)) = hp () = 5p ()X — Cp(1)| where

hy(t) o 3 2 2 =
sp(t):wp(t) and [|X=E(t)] = | D _(xi—cpi)* VX €X, Vepi €Cy(t)
i=1

(5
where s,(t) is the slope and ||.|| is the Euclidean distance between
two N-dimensional vectors, X and ¢,(t). More detailed information
on MPB and the rest of the parameters used in this benchmark
can be obtained from Branke (2008).

Up(t) = vlength

2.3. Multi-swarm PSO

The main problem of using the basic PSO algorithm in a dy-
namic environment is that eventually the swarm will converge to

a single peak - whether global or local. When another peak be-
comes the global maximum as a result of an environmental
change, it is likely that the particles keep circulating close to the
peak to which the swarm has converged and thus they cannot find
the new global maximum. Blackwell and Branke have addressed
this problem in Blackwell & Branke (20044, 2004b) by introducing
multi-swarms that are actually separate PSO processes. Each parti-
cle is now a member of one of the swarms only and it is unaware of
other swarms. The main idea is that each swarm can converge to a
separate peak. Swarms interact only by mutual repulsion that
keeps them from converging to the same peak. For a single swarm
it is essential to maintain enough diversity so that the swarm can
track small location changes of the peak to which it is converging.
For this purpose Blackwell and Branke introduced charged and
quantum swarms, which are analogues to an atom having a nu-
cleus and charged particles randomly orbiting it. The particles in
the nucleus take care of the fine tuning of the result while the
charged particles are responsible of detecting the position changes.
However, it is clear that, instead of charged or quantum swarms,
some other method can also be used to ensure sufficient diversity
among particles of a single swarm so that the peak can be tracked
despite of small location changes.

As one might expect, the best results are achieved when the
number of swarms is set equal to the number of peaks. However,
it is then required that the number of peaks is known beforehand.
Blackwell (2007) presents self-adapting multi-swarms, which can
be created or removed during the PSO process and, therefore, it
is not necessary to fix the number of swarmsbeforehand.

The repulsion between swarms is realized by simply re-initial-
izing the worse of the two swarms if they move within a certain
range from each other. Using physical repulsion could lead to equi-
librium, where swarm repulsion prevents both swarms from get-
ting close to a peak. A proper limit closer to which the swarms
are not allowed to move, 1, is attained by using the average radius
of the peak basin, rye. If p peaks are evenly distributed in XV,
rrep=rbas=X/p”N. Detailed information about multi-swarms can
be obtained in Blackwell & Branke (2004a, 2004b).

3. The proposed optimization technique for dynamic
environments

In this section, we first introduce the multi-swarms with FGBF
technique and its application to MPB. The multi-dimensional
extension of PSO, the so-called MD PSO, will be detailed next. Fi-
nally we show their mutual application over the (extended) MPB.

3.1. FGBF technique

For those problems where dimensional fitness evaluation is
possible, Fractional Global Best Formation (FGBF) can be used to
avoid the pre-mature convergence by providing a significant diver-
sity obtained from a proper fusion of the swarm’s best components
(the individual dimension(s) of the current position of each particle
in the swarm). Some problems such as data clustering, on the other
hand, can exhibit some kind of non-trivial interdependency among
the dimensional components of the search space. For these cases, a
proper approximation for the fractional fitness evaluation, if possi-
ble, should be designed to perform FGBF. In either case, FGBF frac-
tionally creates an artificial GB particle, called aGB, at each
iteration in a PSO process by selecting the best particle (dimen-
sional) components from the entire swarm. Therefore, especially
during the initial steps, aGB can be and, most of the time, is a better
alternative than the native gbest particle since it has the advantage
of assessing each dimension of every particle in the swarm individ-
ually, and forming the aGB particle fractionally by using the best
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components among them. This process naturally uses the available
diversity among individual dimensional components and thus it
can prevent the swarm from being trapped in local optima due
to its ongoing and ever-varying particle creations. At each iteration
FGBF is performed after the assignment of the swarm'’s gbest parti-
cle (i.e. performed between Steps 3.2 and 3.3 in the pseudo-code of
bPSO) and, if aGB turns out to be better than gbest, the personal best
location of the gbest particle is replaced by the location of the aGB
particle and, since y(t) = Vg, (t), the artificially created particle is
thus used to guide the swarm through the social component in (2).
In other words, the swarm will be guided only by the best (winner)
between the native gbest and aGB particle at any time. In the next
iteration, a new aGB particle is created and it will again compete
against the personal best of gbest (which can be also a former
aGB now).

Suppose that for a swarm ¢, FGBF is performed in a PSO process
in dimension N. Recall from the earlier discussion that in a partic-
ular iteration, t, each PSO particle, a, has the following compo-
nents: position (xq;(t)), velocity (7,;(t)) and the personal best
position (yq(t)), j € [1,N]. As the aGB particle is fractionally (re-)
created from the individual dimensions of some swarm particles
at each iteration, it does not need the velocity term and, therefore,
it does not have to remember its personal best location.

Let f(a,j) be the dimensional fitness score of the jth component
of the position of particle a and f{gbest,j) be the dimensional fitness
score of the jth component of the personal best position of the
gbest particle. Suppose that all dimensional fitness scores (f(a,j),
Vae€[1,S] and f(gbest,j)) can be computed in Step 3.1 and FGBF
can then be plugged in between Steps 3.2 and 3.3 of bPSO’s pseu-
do-code. Accordingly, the pseudo-code for FGBF can be expressed
as follows:

FGBF in bPSO (¢,f(a,j))

1. Let aljl = arg maxaegeqin (fla.j)) be the index of particle
yielding the maximum fia,j) for the jth dimensional
component.

2. Xacaj{t) = Xqjit) for Vj € [1,N]

. 1f figbest, ) > flaljl,j) then Xaca;(€) = Vypests(©)

4. If (ﬂxaGB(t)) >f(ygbes[(t))) then ygbext(t) = quB(t) and
Y(t) = Xaca(t)

5. Return.

w

Note that Step 1 along with the computation of f(a,j) depends
entirely on the optimization problem. It keeps track of partial fit-
ness contributions from each individual dimensional component
of each particle’s position (the potential solution). Take for instance
the function minimization problem as illustrated in Fig. 1 where
2D space is used for illustration purposes. In the figure, three par-
ticles in a swarm are ranked as the 1st (or the gbest), the 3rd and
the 8th with respect to their proximity to the target position (or
the global solution) of some function. Although gbest particle (i.e.
1st rank particle) is the closest in the overall sense, the particles
ranked 3rd and 8th provide the best x and y dimensions (closest
to the target’s respective dimensions) in the entire swarm and
hence the aGB solution via FGBF yields a better (closer) particle
than the swarm’s native gbest. Particularly in Kiranyaz et al.
(2010), the usage and merits of FGBF for the optimization of several
multi-modal, non-linear (benchmark) functions in high dimen-
sions have been shown where all MD PSO runs with FGBF found
the global minimum at the target dimension for all runs, over all
functions, regardless of the dimension, swarm size and modality,
and without any exception. This is the case where the function

Target: (s yp)
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Fig. 1. A sample FGBF operation in 2D space.

to be optimized is known a priori and FGBF is easier to use. For
those problems where the knowledge of how each fractional
dimension contributes to the overall fitness is no longer available
(i.e. black-box problems), FGBF can still be adapted with respect
to the problem, e.g. in Kiranyaz et al. (2010), see the usage of FGBF
over general data clustering where the optimum dimension of the
search space (number of clusters) is also unknown and hence MD
PSO with the proper application of FGBF is used to find the opti-
mum (number of) clusters in a data space.

3.2. FGBF application for MPB

The previous section introduced the principles of FGBF theory
within a bPSO process in a single dimension and referred to some
of its applications in other domains, each of which is in a static
environment. However, in dynamic environments this approach
eventually leads the swarm to converge to a single peak (whether
global or local) and therefore, it may lose its ability to track other
peaks. As any of the peaks can become the optimum peak as a re-
sult of environmental changes, it is likely to lead to a suboptimal
solution. This is the basic reason of utilizing the multi-swarms
along with the FGBF operation. As described in Section 2.3, the mu-
tual repulsion between swarms is performed and for computing
the distance between two swarms, we use the distance between
the swarms’ global best locations. Instead of charged or quantum
swarms, FGBF is the mechanism alternatively used to provide nec-
essary diversity and thus to enable peak tracking if peaks’ location
are changed. We also re-initialize the particle velocities after each
environment change to further contribute to the diversity.

A particle with index a in a swarm ¢, represents a potential solu-
tion and therefore, the jth component of an N-dimensional point (x;,
j €[1,N])is stored in its positional component, x,;(t), at a time t. The
aim of the PSO process is to search for the global optimum point,
which maximizes P(X, h,(t), w,(t),cy(t)), in other words, finding
the global (highest) peak in MPB environment. Recall that in
Scenario 2 of MPB the peaks used are cone shaped, as given in (5).
Since in (5), h,(t) and s,(t) are both set by MPB, finding the highest
peak is equivalent to minimizing the |X —C,(t)| term, yielding
fla,j) = —(x; — c;)>. Step 3.1 in bPSO’s pseudo-code computes the
(dimensional) fitness scores (fla,j), f(gbest,j)) of the jth components
(Xqj»Ygbestj) and in Step 2 of the FGBF process, the dimensional
component yielding the maximum f(a,j) is then placed in aGB. In
Step 3 these dimensional components are replaced by dimensional
components of the personal best position of the gbest particle, if they
yield higher dimensional fitness scores. We do not expect that
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dimensional fitness scores can be evaluated with respect to the opti-
mum peak since this requires the a priori knowledge of the global
optimum, instead we use either the current peak where the particle
resides on or the peak to which the swarm is converging (swarm
peak). We shall thus consider and evaluate both modes separately.

3.3. MD PSO algorithm

Instead of operating in a fixed dimension N, the MD PSO algo-
rithm is designed to seek both positional and dimensional optima
within a dimension range, (Dpin < d < Dmax). In MD PSO each par-
ticle has two sets of components, each of which is subjected to one
of two independent and consecutive processes. The first one is the
regular positional PSO, i.e. the traditional velocity updates and due
positional shifts in a d-dimensional search space. The second one is
the dimensional PSO, which allows the particle to navigate through
dimensions. Accordingly, each particle keeps track of its last posi-
tion, velocity and personal best position (pbest) in a particular
dimension so that when it re-visits the same dimension at a later
time, it can perform its regular “positional” fly using this informa-
tion. The dimensional PSO process of each particle may then move
the particle to another dimension where it will remember its ear-
lier positional status and keep “flying” within the positional PSO
process in this dimension, and so on. The swarm, on the other
hand, keeps track of the gbest particles in all dimensions, each of
which respectively indicates the best (global) position so far
achieved and can thus be used in the regular velocity update equa-
tion for that dimension. Similarly the dimensional PSO process of
each particle uses its personal best dimension in which the per-
sonal best fitness score has so far been achieved. Finally, the swarm
keeps track of the global best dimension, dbest, among all the per-
sonal best dimensions. The gbest particle in dbest dimension repre-
sents the optimum solution and dimension, respectively.

The MD PSO process at time (iteration), is represented by the
following characteristics:

x)(;‘j"“)(t): jth component (dimension) of the position of particle
a, in dimension xd(t).

21)(;3.“‘” (t): jth component (dimension) of the velocity of particle
a, in dimension xd(t).

X ﬂf;“(“(t): jth component (dimension) of the personal best
(pbest) position of particle a, in dimension xd,(t).

gbest (d): Global Best particle index in dimension d.

xyj‘?(t): jth component (dimension) of the global best position of
swarm, in dimension d.

xd,(t): current dimension of particle a.

vd,(t): dimensional velocity of particle a.

xd,(t): personal best dimension of particle a.
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Fig. 2 shows sample MD PSO and bPSO particles with indices a.
bPSO particle that is at a (fixed) dimension, N =5, contains only
positional components whereas MD PSO particle contains both
positional and dimensional components, respectively. In the figure
the dimension range for the MD PSO is between 2 and 9, therefore
the particle contains eight sets of positional components. In this
example the current dimension where the particle with index a re-
sides is 2 (xd,(t)=2) whereas its personal best dimension is 3
(xd,(t) = 3). Therefore, at time t, a positional PSO update is first
performed over the positional elements, xx(t) and then the parti-
cle may move to another dimension with respect to the dimen-
sional PSO. Recall that each positional element, xx7,(t),j € {1,2},
represents a potential solution in the data space of the problem.

Let f denote the fitness function that is to be optimized within a
certain dimension range, [ Duin, Dmax]. In accordance with the scope
of the current work and without loss of generality assume that the
objective is to find the maximum (position) of f in the optimum
dimension within a multi-dimensional search space. Assume that
the particle a visits (back) the same dimension after T iterations
(i.e. xdq(t) = xdg(t + T)), then the personal best position can be up-
dated in iteration t + T as follows,

xy;ld]_a(f)(o

iff(x)éanmn(t+n) <f(xy§d“‘”(t))
X (£ 4+ T)

else

J=1,2,.. xda(t +T)

XY (4 T) =

(6)

To overcome the necessity to remember the iteration numbers,
when a particle has visited a certain dimension last time, the fol-
lowing updates are performed for each dimensional component ex-
cept xdg(t), i.e. je[1,d] where d € [Dmin,Dmax] — {xdq4(t)} and for
each particle, a € [1,5],

Xyg;(6) = xyg;(t = 1), 29 (8) = xyf (£ = 1),

) (7)
orvde [Drmin, Dmax] — {Xda(t)}

Furthermore, the personal best dimension of particle a can be up-
dated in iteration t + 1 as follows,

- 9 : da 1) Xda(t-1) (¢

RLit) = { xdo(£= 1) F(e6* (1)) < f (3™ -1)) }
Xdq(t) else

(8)

Recall that gbest (d) is the index of the Global Best particle in dimen-

sion d and so xy(t) = xygbesr<d)(t). For a particular iteration t, and for

a particle with index a € [1,S], first the positional components are
updated in its current dimension, xd,(t) and then the dimensional

’ MD PSO Particle bPSO Particle
( Dimensional ) ( Positional ) ( Positional )
I
I x, (1) [AT2]3[4]5
| 4 {va(t): 2[3] 5}
P v, (0 [T12[3[415
Xda (t) ’ } X2 (1) [AT213
v (1) :[1[2]3
vd, ()| | vl
pe ]
= P H
Xda (Z) } :
L () (1]2]3]4]5 89
| w0 {1]2[3[4]5[6[7[8[9
1w, 1112[3]4]5 8

Fig. 2. Sample MD PSO (right) vs. bPSO (left) particle structures. For MD PSO {Dyin = 2,Dmax = 9} and at the current time ¢, xd,(t) =2 and x&g(t) = 3. For bPSO N =5.
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update is performed to determine its next dimension, xd,(t + 1). The
positional update is performed for each dimension component,
Jj € [1,xdy(t)], as follows:

v O+ 1) = w(t) o (1) + crry(0) (xy"d"(‘)(t) — X0 (t))

o
+ani(0)(9700) - 2G5 1)
X (¢ 4 1) = xx% 0 () + Co {yxﬁ‘”(t + 1), {Vomin, Vmax}]
1) a0 1), i X
9

where Cy[.,.] = Cy[.,.] are the clamping operators applied over each
positional component, xxd ; and vxd j+ Cxxl.-] may or may not be ap-
plied depending on the optimization problem but C,,[.,.] is basically
needed to avoid exploding. Each operator can be applied in two dif-
ferent ways, such as,
Xxg_j<t) if Xmin < Xxgj(t) < Xmax
Cxx [Xxgj(t), {Xmimxmax}} = Xmin if Xxg‘j(t) < Xmin
Xmax  1f 2x¢;(6) > Xomax
(10.a)
xxd () if Xinin <XX4(6) < Xinax
Coe [%%2(8), {Xmin, X = o a
XX{ GJ( ){ v max}} { U(Xmimxmax) EISe
(10.b)

where option (a) is a simple thresholding to the range limits and (b)
re-initializes randomly the jth positional component (j < d).

Note that the particle’s new position, xx (t + 1), will still be in
the same dimension, xd,(t); however, the particle may jump to an-
other dimension afterwards. Therefore, for all the other dimensions
in the dimensional range except xd,(t), i.e. Vd € {Dmin,- - \Dmax} —
{xd(t)}, the following updates are necessary for each dimensional
component, j € [1,...,d] and for each particle, a € [1,S]:

oxdi(t+1) = oxd (1), xxd;(t+ 1) = xxd (1)

aj (11)
forvd e [Dmin.Dmax] - {Xdll(t)}

The dimensional updates are computed with the following
equations:

vda(t + 1) = |vda(t) + ¢171 () (xdq (t) — xda (1))

+ Ca13(t) (dbest — xdq(t)) ]
Xda(t + 1) = Xdy(t) + Cog[vda(t + 1), {VDumin, VDmax }
xda(t + 1) — CoglXda(t + 1), {Dumin, Dmax}]

(12)

where |.| is the floor operator, Cyq [.,.] and Cy4[.,.] are the clamping
operators applied over dimensional components, xd,(t) and vd(t),
respectively. As in (2), we employ the inertia weight for positional
velocity update; however, we have witnessed no benefit of using
it for dimensional PSO, and hence we left it out of (12) for the sake
of simplicity. Cy4[.,.] is similar to Cy,/.,.], which is basically applied to
avoid exploding and we use the basic thresholding for this, ex-
pressed as follows:

VA (t) if VDmin < 2da(t) < VDpmax
C,,d[llda([‘), {VDmim VDmax}] = { VDnin if Udg(t) < VDnin }
VDmax  if 0da(t) > VDimax
(13)

Cxdl--], on the other hand, is a mandatory clamping operator, which
keeps the dimensional jumps within the dimension range of the
problem, [Dyin, Dmax]. Furthermore within Cy[...], an optional in-
flow buffering mechanism can also be implemented. This can be a
desired property, which allows only sufficient number of particles
in a certain dimension and thus avoids the redundancy. Particularly
dbest and dimensions within the close proximity have a natural

attraction and without such buffering mechanism, the majority of
swarm particles may be hosted within this local neighborhood
and hence other dimensions might encounter a severe depletion.
To prevent this, the buffering mechanism should control the in-flow
of the particles (by the dimensional velocity updates) to a particular
dimension. On some early bPSO implementations over problems
with low (and fixed) dimensions, 15-20 particles were usually suf-
ficient for a successful operation. However, in high dimensions this
may not be so since more particles are usually needed as the dimen-
sion increases. Therefore, we empirically set the limit to be propor-
tional to the solution space dimension and not less than 15. At time
t, let P4(t) be the number of particles in dimension d. Cy4l.,.] can then
be expressed with the (optional) buffering mechanism as follows:

Xdg(t —1) if Pyg,r)(t) > max(15,xd,(t))
Xdu(t - 1) if xd, (t) < Dmin

Xda(t—1) if Xdg(t) > Diax

xdq(t) else

Cxa[xda(t), {Dmin, Dmax}] =

(14)

In short, the clamping and buffering operator, Cy[.,.], allows a
dimensional jump only if the target dimension is within dimen-
sional range and has space for a newcomer. Accordingly, the general
pseudo-code of the MD PSO method can be expressed as follows:

MD PSO (termination criteria: {IterNo,éc,...})

1. For Va € [1,S5] do:
1.1. Randomize xd,(1), vdu(1)
1.2. Initialize xdq(0) = xda(1)
1.3. For Vd € {Dpjin, Dmax} do:
1.3.1. Randomize xx4(1), x24(1)
1.3.2. Initialize xy%(0) = xxd(1)
1.3.3. Initialize x79(0) = xxd(1)
1.4. End For.
2. End For.
3. For Vt € [1,IterNo] do:
3.1. For Vae[1,S]do:
3.1.1. If (f(xx’f,d““)(t) >f(xy§‘1““)(t - ]))) then do:
3111 Xy O (0) = 20 ()
3.1.1.2. Update xd,(t) according to (8)
3.1.2. Else xy{ O (t) = xy2 %Ot — 1)
3.1.3. End If
3.1.4. If (f(xxf,d"“)(t)) > max ( f(xy*%® (¢ — 1), max

1<p<a
(f(xx;d“(”(t)))) then do:
3.1.4.1. gbest (xd,(t)) =a
3.1.4.2. If (f(xx"ﬂ""“)(t)) > fxpdest (¢ — 1))) then
dbest = xd,(t)
3.1.5. End If
3.1.6. Do updates in other dimensions according to (7)
3.2. End For.
3.3. If the termination criteria are met, then Stop.
3.4. ForVae[1,S]do:
3.4.1. For Vj € [1,xd4(t)] do:
3.4.1.1. Compute X "“(t+1) and x¢ " (t+1)
using (9)
3.4.1.2. Update velocities and locations in other
dimensions using (11)
3.4.2. End For.
3.4.3. Compute vd,(t + 1) and xd,(t + 1) using (12)
3.5 End For.
4. End For.
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Once the MD PSO process terminates, the optimum solution
will be xy®est in the optimum dimension, dbest, achieved by the
particle with the index gbest (dbest) and finally the best (fitness)
score achieved will naturally be f(xy®et). Note that MD PSO is only
a natural extension or a generic form of the basic PSO, as it
searches for both optimum dimension and solution (in the opti-
mum dimension). Note that this is not a ‘superiority’ in terms of
convergence, rather the ability of searching the optimum solution
space dimension while searching for the positional optimum, in a
simultaneous way. In other words, the basic PSO is a MD PSO pro-
cess in a fixed dimension, which basically means that bPSO is iden-
tical to MD PSO for a particular (fixed) dimension. However,
contrary to bPSO, due to its ability to simultaneously search for
both optimum dimension and solution, MD PSO can conveniently
be used in many applications where the optimum dimension is un-
known. For instance in Kiranyaz et al. (2010) MD PSO (with FGBF)
has been used to find the true number of clusters in a complex data
space. This is obviously a tremendous advantage since with a tra-
ditional approach such as K-means, the number of clusters, K, has
to be given a priori and this may not be possible for many complex
problems. In another work (Ince et al., 2009), MD PSO has been
used for the automatic design of Artificial Neural Networks (ANNs)
by evolving to the optimal network configuration(s) for a particular
problem. Thus MD PSO can seek for the positional optimum in the
error space and dimensional optimum in the architecture space.
The optimum dimension converged at the end of a MD PSO process
corresponds to the best ANN configuration (or the most appropri-
ate ANN for that problem) where the trained network parameters
(connections, weights and biases) can then be resolved from the
positional optimum reached in that dimension. This presents a sig-
nificant advantage over many traditional training methods such as
the well-known back-propagation algorithm, which can only be
used to train a single ANN with a fixed configuration.

3.4. The proposed techniques over multi-dimensional MPB

For testing the proposed multi-dimensional optimization tech-
nique, we extended Branke’s MPB into a multi-dimensional version,
in which there exists many search space dimensions within a dimen-
sional range [Dpin, Dmax], and the optimal dimension changes over
time in addition to the dynamic nature of the conventional MPB. Peak
locations in different dimensions share the common peak center
coordinates and thus such an extension further allows exploitation
of the information gathered in other search space dimensions.

The multi-dimensional extension of the MPB is simple. The ini-
tialization and changes of peak locations must now be done in the
highest possible search space dimension, Dy Locations in the
other dimensions can be obtained simply by leaving out the redun-
dant coordinates (non-existing dimensions). The optimal dimen-
sion is chosen randomly every time the environment is changed.
Therefore, the fitness function with m peaks in multi-dimensional
environment can be expressed as,

F(#,t) = max (B(Zd),prl'lla)r(n P()?d, d, hy(t), Wy 1), Eg(o)) (15)

where d € [Diin, Dmay] is the dimension of position ¥ and ¢i(t) re-
fers to the first d coordinates (dimensions) of the peak center loca-
tion. A cone peak is now expressed as follows:

PRy (£), Wy (£), Cpa (1)) =y (£) — S, (£) % ||>?d - Eg(r)”/d — (Dope —d)? where
h

()= 20

(16)

where D, is the current optimal dimension. If compared with
expression (5), now for all non-optimal dimensions a penalty term
(Dopt — d)? is subtracted from the whole environment. In addition to
that the peak slopes are scaled by the term 1/d. The purpose of this
scaling is to prevent the benchmark from favoring the lower dimen-
sions. Otherwise a solution, whose every coordinate differs from the
optimum by 1.0 would be a lot better solution in a lower dimension
as the Euclidian distance is used.

Similar to the uni-dimensional (PSO) case, each positional com-
ponent xx¢(t) of MD PSO particle represents a potential solution in
dimension d. The only difference is that now the dimensionality of
the optimal solution is not known beforehand, but it can vary with-
in the defined range. Even a single particle can provide potential
solutions in different dimensions as it makes inter-dimensional
passes as a result of MD PSO process. Our dynamic multi-dimen-
sional optimization algorithm combines multi-swarms and FGBF
with MD PSO. As in the different dimensions the common coordi-
nates of the peak locations are the same, it does not seem purpose-
ful for two swarms to converge to the same peak in different
dimensions. Therefore, the mutual repulsion between swarms is
extended to affect swarms that are in different dimensions. Obvi-
ously, only the common coordinates are considered when the
swarm distance is computed.

FGBF naturally exploits information gathered in other dimen-
sions. When the aGB particle is created, FGBF algorithm is not lim-
ited to use dimensional components from only those particles
which are in a certain dimension, but it can combine dimensional
coordinates of particles in different dimensions. Note that as we
still use the dimensional fitness score, f{a,j) = —(x; — ¢,j), the com-
mon coordinates of the positional components of the aGB particle
created in different search space dimensions, d € [Diin, Dmax], shall
be the same. In other words, it is not necessary to create the posi-
tional components of the aGB particle from scratch in every search
space dimension d € [Dpin,Dmax], instead in dimensions higher
than Dy, only one (new) coordinate (dimension) to the aGB par-
ticle is created and added. Note also that it is still possible that
in some search space dimensions aGB beats the native gbest parti-
cle, while in other dimensions it does not. In the multi-dimensional
version also the dimension and dimensional velocity of each parti-
cle are re-initialized after an environmental change in addition to
the particle velocities in each dimension.

4. Experimental results

An extensive set of experiments was conducted over both con-
ventional (uni-dimensional) MPB and the extended (multi-dimen-
sional) MPB and the results will be presented in the following sub-
sections.

4.1. Results on conventional MPB

We conducted an exhaustive set of experiments over the MPB
Scenario 2 using the settings given in Section 2.2. In order to inves-
tigate the effect of multi-swarm settings, we used different num-
bers of swarms and numbers of particles in a swarm. We applied
both FGBF modes using the current peaks and the swarm peaks.
To investigate how FGBF and multi-swarms individually contribute
to the results, we also made experiments without using either of
them.

Fig. 3 presents the current error plot, which shows the differ-
ence between the global maximum and the current best result dur-
ing the first 80,000 function evaluations, when 10 swarms each
with four particles are used and the swarm peak mode is applied
for the FGBF operation. It can be seen from the figure that as the
environment changes after every 5000 evaluations, it causes the
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Fig. 3. Current error at the beginning of a run.

results to temporarily deteriorate. However, it is clear that after
environment changes the results are better than at the very begin-
ning, which shows the benefit of tracking the peaks instead of ran-
domizing the swarm when a change occurs. The figure also reveals
other typical features of the algorithms behavior. First of all, after
the first few environment changes the algorithm has not yet been
behaving as well as later. This is because the swarms have not yet
converged to a peak. Generally, it is more difficult to initially con-
verge to a narrow or low peak than to keep tracking a peak that be-
comes narrow and/or low. It can also be seen that typically the
algorithm gets close to the optimal solution before the environ-
ment is changed again. In few cases, where the optimal solution
is not found, the algorithm has for some reason been unable to
keep a swarm tracking that peak, which is too narrow.

In Figs. 4 and 5 the contributions of multi-swarms with FGBF
are demonstrated. The algorithm is run on MPB applying the same
environment changes, first with both using multi-swarms and
FGBF, then without multi-swarms and finally without FGBF. The
same settings are used as before. Without multi-swarms the num-
ber of particles is set to 40 to keep the total number of particles
unchanged.

40 T T
without multi-swarms

35 with multi-swarms

ol
L]

25

20

Current error

L]

2 3 4 5 6 7 8
Number of evaluations 4

Fig. 4. Effect of multi-swarms on results.
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Fig. 5. Effect of FGBF on results.

As expected, the results without multi-swarms are significantly
deteriorated due to the aforementioned reasoning. When the envi-
ronment is changed, the highest point of the peak to which the
swarm is converging can be found quickly, but that can provide
good results only when that peak happens to be the global opti-
mum. When multi-swarms are used, but without using the FGBF,
it is clear that the algorithm can still establish some kind of fol-
low-up of peaks as the results immediately after environment
changes are only slightly worse than with FGBF. However, if FGBF
is not used, the algorithm can seldom find the global optimum.
Either there is no swarm converging to the highest peak or the
peak center just cannot be found fast enough.

For comparative evaluations, we selected five of the state-of-
the-art methods, which use the same benchmark system, the
MPB with the same settings. The best MPB results published so
far by these competing methods are listed in Table 1.

The overall best results have been achieved by the Extremal
Optimization algorithm (Moser & Hendtlass, 2007); however, this
algorithm is specially and only designed for MPB and its applicabil-
ity for other practical dynamic problems is not clear. The best re-
sults by a PSO-based algorithm have been achieved by Blackwell
and Branke’s multi-swarm algorithm described in Section 2.3.

The numerical results of the proposed technique in terms of the
offline error are listed in Table 2. Each result given is the average of
50 runs, where each run consists of 500,000 function evaluations.
As expected the best results are achieved when 10 swarms are
used. Four particles in a swarm turned out to be the best setting.
Between the two FGBF modes, better results are obtained when
the swarm peak is used instead of the peak closest to each particle.

4.2. Results on multi-dimensional MPB

On the extended MPB we conducted experiments with settings
similar to those used in the fixed dimension except that the change

Table 1
Best results on MPB up to date.

Source Base algorithm Offline error
Blackwell and Branke (2004a) PSO 2.16 £0.06
Li et al. (2006) PSO 1.93 £0.06
Mendes and Mohais (2005) Differential evolution 1.75+0.03
Blackwell and Branke (2004b) PSO 1.75 £ 0.06
Moser and Hendtlass (2007) Extremal optimization 0.66 +0.02
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Table 2
Offline error using Scenario 2.

No. of swarms No. of particles Swarm peak Current peak

10 2 1.81+0.50 2.58£0.55
10 3 1.22+043 1.64£0.53
10 4 1.030.35 1.37£0.50
10 5 1.19+£0.32 1.52+0.44
10 6 1.27£041 1.59+0.57
10 8 1.31+043 1.61+£0.45
10 10 1.40+0.39 1.70 £0.55
8 4 1.50 £ 0.41 1.78 £0.57
9 4 1.31+0.54 1.66 £ 0.54
11 4 1.09+0.35 1.41£0.42
12 4 1.11+0.30 1.46 £0.43
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Fig. 6. Optimum dimension tracking in a MD PSO run.

frequency used is set to 15,000. The search space dimension range
used is d € [5,15]. Fig. 6 shows how the global optimal dimension
changes over time and how MD PSO is tracking these changes. Cur-
rent best dimension represents the dimension, where the best
solution is achieved among all swarms’ dbest dimensions. Ten mul-
ti-swarms are used with seven particles in each. FGBF is used with
the swarm peak mode. It can be seen that the algorithm always
finds the optimal dimension, even though the difference in peak
heights between the optimal dimension and its neighbor dimen-
sions is quite insignificant (=1) compared to the peak heights
(30-70). Fig. 7 shows how the current error behaves during the
first 250,000 evaluations, when the same settings are used. It can
be seen that the algorithm behavior is similar to the uni-dimen-
sional case, but now the initial converging phase, when the algo-
rithm is not yet behaving at its best is longer. Similarly it takes a
longer time to regain the optimal behavior if follow-up of some
peaks is lost for some reason (it is, for example, possible that high-
er peaks hide other lower peaks under them).

Figs. 8 and 9 illustrate the effect of using multi-swarms on the
results. Without multi-swarms the number of particles is set to
70. Fig. 8 shows that a single swarm can also find the optimal
dimension easily; however, as in the uni-dimensional case, with-
out use of multi-swarms, the optimal peak can be found only if it
happens to be the peak to which the swarm is converging. This
can be seen in Fig. 9. During the initial converging phase of the
multi-swarm algorithm results with and without multi-swarms
are similar. This indicates that both algorithms initially converge
to the same peak (highest) and as a result of the first few environ-

Current error
(2] (o2
—

0 0.5 1 1.5 2 2.5
Number of evaluations 5

Fig. 7. Current error at the beginning of a MD PSO run.
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Fig. 8. Optimum dimension tracking without multi-swarms in a MD PSO run.

mental changes some peaks that are not yet discovered by multi-
swarms become the highest.

Figs. 10 and 11 illustrate similarly the effect of FGBF on the re-
sults. In Fig. 10 it can be seen that without FGBF the algorithm has
severe problems in tracking the optimal dimension. In this case, it
loses the benefit of exploiting the natural diversity among the
dimensional components and also it is not able to exploit informa-
tion gathered in other dimensions. Therefore, even if some parti-
cles visit the optimal dimension, they cannot track the global
peak fast enough that they would hence surpass the best results
in other dimensions. Therefore, the algorithm gets trapped in some
sub-optimum dimension where it happens to find the best results
in an early phase. Such reasons also cause the current error to be
generally higher without FGBF, as can be seen in Fig. 11.

The numerical results in terms of offline error are given in Ta-
ble 3. Each result given is the average of 50 runs, where each run
consists of 500,000 function evaluations. As in the uni-modal case,
best results are achieved when the number of swarms is equal to
the number of peaks, which is 10. Interestingly when the swarm
peak mode is used the optimal number of particles becomes seven
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while with the current peak mode it is still four. Note that these re-
sults cannot be directly compared with the results on the conven-
tional MPB since the objective function of the multi-dimensional
MPB is somewhat different.

5. Conclusions

In this paper, we presented two PSO techniques, namely, FGBF
with multi-swarms and MD PSO for an efficient and robust optimi-
zation over the dynamic systems. Both MD PSO and FGBF have
been successfully used in static optimization problems particularly
as a cure to common drawbacks of the family of PSO methods such
as a priori fixation of the search space dimension and pre-mature
convergence to local optima. MD PSO efficiently addresses the for-
mer drawback by defining a new particle structure and embedding
the ability of dimensional navigation into the core of the process. It
basically allows particles to make inter-dimensional ‘passes’ with a
dedicated PSO process whilst performing regular positional up-
dates in every dimension they visit. Although the ability of deter-
mining the optimum dimension where the global solution exists
is gained with MD PSO, its convergence performance is still limited
to the same level as bPSO, which suffers from the lack of diversity
among particles. This leads to a pre-mature convergence to local
optima especially when multi-modal problems are optimized in
high dimensions. Realizing that the main problem lies in fact at
the inability of using the available diversity among the dimen-
sional components of swarm particles, the FGBF technique adapted
in this paper addresses this problem by collecting the best compo-
nents and fractionally creating an aGB particle that has the poten-
tial to be a better “guide” than the swarm’s native gbest particle. On
MPB we do not expect to receive fractional scores with respect to
the global (highest) peak, but instead we use either the peak, on
which the particle is currently located (current peak) or the peak
to which the swarm is converging (swarm peak). Especially swarm
peak mode makes it possible to find and track the global highest
peak quite successfully in a dynamic environment.

In order to make comparative evaluations with the current
state-of-the-art, FGBF with multi-swarms is then applied over a
benchmark system, the MPB. The results over the conventional
MPB with common settings used (i.e. Scenario 2) clearly indicate
the superiority of the proposed technique over other PSO-based
methods. To make the benchmark more generic for real-world
applications where the optimum dimension can be unknown too,
MPB is extended to a multi-dimensional system in which there is
a certain amount of dependency among dimensions. Note that
without such dependency embedded, the benchmark would be
just a bunch of independent MPBs in different dimensions and thus
a distinct and independent optimization process would be suffi-
cient for each dimension. Recall that the convergence behavior of
both bPSO and MD PSO is the same since MD PSO is only an exten-
sion of PSO for the multi-dimensional search. The performance of
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both methods degrades with the increasing modality and dimen-
sionality due to the reasons mentioned earlier. When performed
with FGBF and multi-swarms, MD PSO exhibits both global conver-
gence ability and an impressive speed gain so that their mutual
performance surpasses bPSO by several magnitudes. The experi-
ments conducted over the extended MPB approve that the pro-
posed MD PSO technique with multi-swarms and FGBF always
finds and tracks the optimum dimension where the global peak re-
sides. On both (conventional and extended) MPBs, the proposed
techniques generally find and track the global peak, yet they can
occasionally converge to a near-optimum peak, particularly if the
height difference happens to be insignificant.

Overall, the proposed techniques fundamentally upgrade the
particle structure and the swarm guidance, both of which accom-
plish substantial improvements in terms of speed and accuracy.
Both techniques are modular and independent from each other,
i.e. one can be performed without the other whilst other PSO meth-
ods/variants can also be performed conveniently with (either of)
them.
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ABSTRACT

Several existing content-based image retrieval and classifica-
tion systems rely on low-level features which are automati-
cally extracted from images. However, often these features
lack the discrimination power needed for accurate descrip-
tion of the image content and hence they may lead to a poor
retrieval or classification performance. This article applies
an evolutionary feature synthesis method based on multi-
dimensional particle swarm optimization on low-level image
features to enhance their discrimination ability. The pro-
posed method can be applied on any database and low-level
features as long as some ground-truth information is avail-
able. Content-based image retrieval experiments show that a
significant performance improvement can be achieved.

Index Terms— Content-based image retrieval, Evolu-
tionary feature synthesis, Multi-dimensional particle swarm
optimization

1. INTRODUCTION

In content-based image retrieval (CBIR) systems, features
used to describe the image content play a key role. Cur-
rently the attention in this research field has been mostly
turned toward deep learning, which has indeed provided
a fast improvement in quality of available features in the
recent years. Furthermore, most efforts on this field are cur-
rently headed towards huge online datasets. However, several
small-scale image visualization or image search tools are still
based on low-level features only. Such systems may be self-
implemented and very specialized (e.g. certain types of med-
ical images). If this is the case, pretrained general-purpose
deep learning feature extraction approaches will probably fail
and retraining is laborious or may not be even possible due to
low image volumes. In some cases, the original images are
not even available anymore as only the extracted low-level
features has been saved and, thus, it not possible to extract
better features from the images. In this article, we concen-
trate on evolutionary feature synthesis (EFS), which is an
ideal tool to improve such specialized small-scale systems. It
does not need the original images, but operates directly on the
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Fig. 1. An illustrative evolutionary feature synthesis, which
is applied to 2D feature vectors of a 3-class database

extracted low-level features. As long as some labeled train-
ing images are available, the proposed EFS can be used as
a black-box tool, which takes the original low-level features
and transforms them into more discriminative features. From
the user point of view, it is not important to understand the
details of the EFS. No parameter adjustment is needed and
the new obtained features can directly replace the old features
in the system.

The purpose of the proposed EFS system is to transform
the available low-level features so that the discrimination
power of the synthesized features is maximized. This will
directly improve the results on CBIR or image classification.
Fig. 1 illustrates an ideal EFS operation where 2D features
of a 3-class database are successfully synthesized in such a
way that the discrimination ability of the features has clearly
increased.

In this article, we propose an EFS method, which aims
to achieve the highest possible discrimination between image
features belonging to different classes by simultaneously

1. performing an optimal feature selection,

2. searching for optimal arithmetic, linear, or non-linear,
operators,

3. searching for optimal weights for each selected feature,

4. searching for the optimal output feature vector dimen-
sionality,

5. using any given fitness function to measure the quality
of the solution.

If the target system requires the feature vectors to have a fixed
dimensionality, it is also possible to omit the fourth bullet



and still efficiently exploit all the other properties. The pro-
posed EFS system has been previously successfully applied
on audio features [1]. An initial version of the proposed EFS
has been also applied on image features in [2], but the fitness
functions were not generic nor applicable in real life as they
required classification or retrieval over the whole EFS dataset
for every fitness evaluation.

The rest of the paper is organized as follows. Related
work on feature synthesis is considered in Section 2. The
proposed EFS system is introduced in Section 3. Experimen-
tal results are given in Section 4. Finally, Section 5 concludes
the paper and discusses topics for future work.

2. RELATED WORK ON EVOLUTIONARY
FEATURE SYNTHESIS

Most existing methods specifically designed for feature syn-
thesis are based on genetic programming (GP). These meth-
ods synthesize new features by applying a series of compos-
ite operators on the original low-level features. The compos-
ite operators, which are also the individuals of GP are rep-
resented by binary trees whose internal nodes are primitive
operators and leave nodes are primitive features. The goal of
the composite operators is to map the original feature space
to a low-dimensional synthesized feature space, in which the
items belonging to the same class form a Gaussian component
no matter how these images are distributed in the original fea-
ture space. The fitness of the composite operators is typically
evaluated in terms of the classification accuracy (in the train-
ing set) of a Bayesian classifier learned simultaneously with
the operators. EFS approaches based on these ideas have been
applied face expression recognition [3], object recognition in
synthetic aperture radar images [4], and image classification
and retrieval [5]. The publications report improved results
compared to the original low-level features, even though com-
putational limitations force to keep the dimensionality of the
synthesized feature vectors low and to consider only a few
possible operators.

In a broader sense, besides the methods specially devel-
oped for feature synthesis, also well-known classifiers such
as artificial neural networks (ANNSs) and support vector ma-
chines (SVMs) can be thought as a special kind of feature
synthesizers. Commonly ANNs used as classifiers take the
original feature vectors as inputs and use 1-of-C' output en-
coding (where C' is the number of classes). Their output in an
optimal case is a vector corresponding to the image class (e.g.
the target vector [1, 0, ..., 0] corresponds to first class and so
on). Thus ANNS try to learn a specific feature synthesizer that
transforms each feature vector in a certain class to one corner
of the C-dimensional cube.

Also several state of-the-art techniques in computer vision
and image categorization can be considered as feature synthe-
sis methods. Different methods to find compact codes to rep-
resent images, such as PiCoDes [6] or semantic hashing [7],

generally start with some low-level features and after a train-
ing process a different set of features is obtained. Similarly
mid-level feature learning [8] transforms low-level features
into semantically more meaningful features via a training pro-
cess. Generally these methods are not aiming to improve ar-
bitrary low-level features but, on the contrary, their success is
dependent on carefully selected low-level features. They aim
at preserving the discrimination power of the original features
while transforming it into a form more suitable for very large-
scale image datasets. They may require manual selection of
training categories or the training may require a large number
of training samples and a computationally expensive training
process. In both cases, the idea is to do training with a sep-
arate training data and then apply them on similar general-
purpose datasets. Thus, it is hardly feasible to apply any of
these methods for feature synthesis over arbitrary low-level
features extracted from any (small-scale) dataset especially if
the dataset is highly specialized.

3. THE PROPOSED EVOLUTIONARY FEATURE
SYNTHESIS METHOD

We propose an EFS method based on multi-dimensional par-
ticle swarm optimization (MD PSO) and fractional global
best formation (FGBF) [9]. These method are extensions of
the well-known particle swarm optimization (PSO) paradigm.
As such, they are computationally less demanding than GP,
which allows to synthesize features with higher dimensionali-
ties. Also more different operators can be considered without
exceeding computational resources. Neither MD PSO nor
FGBEF have parameters that should be separately adjusted for
new datasets. MD PSO also allows optimizing over differ-
ent dimensionalities. In feature synthesis it means that it is
possible to simultaneously optimize the dimensionality of the
synthesized features.

3.1. Multi-dimensional particle swarm optimization

MD PSO [10] is an extension of the basic PSO algorithm,
where particles can search for solutions with different dimen-
sionalities within a given dimensionality range, {dmin, ---,
dmax }- In order to accomplish this, each particle has two sets
of components, each of which has been subjected to one of
the two independent and consecutive processes. The first one
is the regular positional PSO, which takes place in current di-
mensionality, d,, of each particle a and the second one is the
dimensional PSO, which allows particles to move between
dimensionalities. For each dimensionality d, the swarm keeps
track of the best global position so far achieved, yg, and each
particle a keeps track of its last position x?, velocity v¢, and
personal best position y¢ in that particular dimensionality
so that when it re-visits the same dimensionality at a later
time, it can perform the regular positional updates using this
information. The dimensional PSO process may then again



move the particle to another dimensionality, where it will re-
member its positional status and will be updated through the
positional PSO process, and so on. Similarly to the positional
PSO, the dimensional PSO process uses the personal best
dimensionality (in which the personal best fitness score so far
has been achieved) of each particle, dy,, and the global best
dimensionality, dyg, to attract the particles toward a better
dimensional solution. Finally, the global best solution in di-
mensionality dyg, ygys, represents the optimal solution and
dimensionality, respectively.

Similarly to the basic PSO algorithm, each iteration ¢ of
MD PSO starts with the computation of fitness scores for each
particle a in its current dimensionality d,. After this, per-
sonal best solutions for all particles in their current dimen-
sionalities (y%+,Va € {1, ..., S}), personal best dimensional-
ities for all particles (dy,,Va € {1,...,S}), the global best
solution in each dimensionality (yfgi7 Vd € {dmin, ---s dmax })
and the global best dimension (dyg) are updated if necessary.
Then each particle’s position and velocity will be updated in
their current dimensionality using (regular) positional PSO
updates:

Ve (t+ 1) =w(t)vge (1) + era () (yae (1) — xq° (1)) +
cora(t) (v (t) - x (1))

xde (¢ + 1) =x% (t) + vl (¢ +1).
)
The particle’s new position x% (¢ + 1) still has the same
dimensionality d,. However, the dimensional PSO process
may now throw the particle into another dimensionality. The
search will continue from x% (¢ + 1) if the particle later re-
turns to dimensionality d,(t). The dimensional PSO updates

closely resemble the positional ones:

dvg(t + 1) =|dva(t) + c1r1(t) (dya(t) — da(t)) +
cara(t) (dys(t) — da(t))] 2
do(t + 1) =do(t) + dvg(t + 1),

where dv, is the dimensional velocity of particle a and |- | de-
notes the floor operator. Further details and MD PSO pseudo-
code can be found in [10].

3.2. Fractional global best formation

Both the basic PSO algorithm and its multi-dimensional ex-
tension MD PSO suffer from premature convergence to a lo-
cal optimum particularly when a high dimensional optimiza-
tion problem with a multi-modal fitness surface is encoun-
tered. The premature convergence is mainly caused by a loss
of diversity i.e. the particles gather too close to y s in an early
phase and lose their ability to explore new potential solutions.
FGBF [10] that is a plug-in to the (MD) PSO process can
efficiently address the premature convergence problem. The
main idea of FGBF is to create at every iteration an addi-
tional artificial solution y 4 by combining the best individ-
ual elements of particles’ solutions. This artificial solution is

then compared to ys and, if it turns out to have a higher fit-
ness value, y4 will replace yg in Eq. (1). If solution y 4 is
not better than yg, the PSO process will proceed as usually.
When FGBF is used in combination with MD PSO a sepa-
rate artificial solution, y‘j, is created for every dimension-
ality d within the dimensionality range {dmin, ..., dmax } and
in every dimensionality y¢ solution competes with y% solu-
tion. However, depending on the optimization task, during
the formation of y‘i it may be possible to combine elements
from particle positions with different dimensionalities. The
fitness of elements is evaluated using a specific fractional fit-
ness function, whose selection is problem-dependent similar
to the selection of traditional fitness score. For further details
and FGBF pseudo-code the reader is referred to [10].

3.3. Overview of the proposed feature synthesis system

For each new feature, the proposed evolutionary search tech-
nique performs the following steps:

1. selects K +1 original (or already synthesized) features,

f07~~~7f K
2. scales the selected features using proper weights,
wo, -+ WK

3. selects K operators, ©1, ..., O, to be performed over
the (selected and scaled) features

4. bounds the results using a non-linear operator (i.e. tan-
gent hyperbolic, tanh).

If the application of a specific operator, O, on features f, and
/b is denoted as ©;(f,, f») the synthesis formula used to form
each new feature may be given as follows:

Y; = tanh(@}{(...@Q(@l(wof(], wlfl), ’LU2f2)7 )7 waK)

(3
In other words, the operator ©1, is first applied to the scaled
features fy and f1, then operator © is applied to the result of
the first operation and the scaled feature f5 and so on, until
the last operator O is applied to the result of the previous
operations and the scaled feature fx. Furthermore, the di-
mensionality of the synthesized feature vector (i.e the number
of features) is optimized simultaneously with the rest of the
synthesizer parameters, as a result of MD PSO’s dimensional
search process.

The proposed EFS can be performed in one or several
runs, where each run can further synthesize the features gen-
erated from the previous run. The number of runs, R, can be
specified in advance or adaptively determined, i.e. runs are
carried out until the point where the fitness improvement is
no longer significant. The EFS dataset can be the entire im-
age database or a certain sub-set of it where the ground truth
is available.

Note that the proposed EFS can be seen as a generaliza-
tion of ANNs. A single-layer perceptron (SLP) neuron only
performs steps 2 and 4 listed above, while no feature selec-
tion (step 1) or operator selection (step 3) is applied. A SLP



also sums an additional bias with scaled features. To allow a
similar mechanism, we simply initially complement each in-
put feature vector by a constant value of one. When a bias
is beneficial, the proposed EFS can select this constant value,
scale it, and combine with other scaled features. The output
dimensionality of a SLP is fixed unlike in the proposed EFS.
Performing several EFS runs leads to a system similar to a
multi-layer perceptron (MLP).

3.4. Encoding of the MD PSO particles in EFS

As evident from the explanation of the MD PSO algorithm in
Section 3, the particles are encoded in such a way that the po-
sition of particle a at a time ¢, x% (¢) , represents a potential
solution in the search space dimensionality, d,. In the pro-
posed EFS, the search space dimensionality corresponds to
the dimensionality, or simply the number of features, of the
synthesized feature vector. Each position in that dimension-
ality, ¢, x% (), then encapsulates the complete set of param-
eters (feature selection, weights, and operators) of a feature
synthesizer which transforms the input feature vector into a
new feature vector in that dimensionality. Accordingly, each
element of the position, xZ:’j (t), corresponds to a way of syn-
thesizing the j** output feature in the synthesized feature vec-
tor. Note that this element should encapsulate the K + 1 fea-
tures, K + 1 weights, and K operators in an encoded form so
as to be used to synthesize the corresponding output feature
when decoded. Therefore, we encode xflif‘v(t) asa 2K + 1
dimensional vector form, with K + 1 A-type and K B-type
elements, which set the corresponding feature synthesizer pa-
rameters as follows,

fi=lAi]+1,i€0,. K
w; =A; — |A4i],i€0,..,K @)
0, =[B;l,j€1,.., K,

The ranges for the A- and B-type elements can now be set
according to number of features in the input feature vector, I,
and the number of operators available, T, i.e. A; € [0, F[and
B; €]0,T]. The weights, w;, are thus limited to the range,
0<w; <1.

A sample encoding scheme of MD PSO particles is il-
lustrated in Fig. 2, where the position of particle a in di-
mensionality 6, x6(¢), is shown. The corresponding fea-
ture synthesizer will produce 6-dimensional synthesized fea-
ture vectorF'V (i) and each element of the particle position,
xgj(t), dictates the synthesis of the corresponding ;' fea-
ture in the output feature vector. The figure shows in detail
the synthesis of the first feature dictated by x§ | (¢), while
the synthesis of the other elements is similarly encoded in
the corresponding elements, x5 5(t),....x5 4(t). In the figure,
K is set to 3. If the i*" feature of the input feature vector
is denoted as f;, the formula for the synthesis of the first
output feature can be now given as

y; = tanh(min((wo fig) + w1 fi3)), w2 fi5)) * ws fiz).  (5)

=[N]w]r]n|o~e] 0[5

Fig. 2. An illustrative example of particle encoding where its
current position is in dimensionality 6 and K is set to 3.

Note that fixing K + 1 = F, each feature selection as
fi = f1i)» and each operator © to operator “+” makes the pro-
posed feature synthesis technique equivalent to a SLP. Sim-
ilarly, if more than one EFS runs are performed (R > 1),
the overall scheme resembles a typical MLP. In short, feed-
forward ANNS are indeed a special case of the proposed EFS
technique, yet the most complex one due to the use of all in-
put features (K + 1 = F'), which voids the feature selection.
Moreover, it is the most limited case, since it uses only a sin-
gle operator among many possibilities.

3.5. Fitness evaluation

In evaluating the fitness of the feature synthesizers repre-
sented by particle positions, we apply a method similar to the
one used in ANNSs, i.e. we assign target vectors for synthesis
of the features from each class, let the EFS system search
for a proper synthesis to get to this desired output, and then
evaluate the fitness in terms of the mean square error (MSE)
between the synthesized output vectors and the target output
vectors. However, we do not want to fix the output dimen-
sionality as in ANNs, but instead let the EFS system search
for an optimal output dimensionality. Therefore, we generate
target output vectors for all dimensionalities within the range
of {Dmin, -, Dmax }. For C classes the target vectors first
have the 1-of-C section similar to ANN. In generation of
the remaining target vector elements, we try to achieve the
two criteria for a good error correcting output code (ECOC)
suggested in [11], i.e. large row and column separation.

The following procedure is used to generate the target
vectors:

1. Assign by, as the minimum number of bits needed to

represent C' classes.
2. Form a bit table with b,,;, rows where each row is the

binary representation of the row number.



3. Assign the first bmm target vector values for each class
¢; equal to the i** row in the bit table.

4. Move the first row of the bit table to the end of the table
and shift the other rows up by one row.

5. Repeat the previous two steps until Dy, target vector
values have been assigned.

6. Replace the first C' values in each target vector by a
1-of-C coded section.

7. Replace each 0 by -1 in the target vectors.

The target output

te,[1 1 111 vector generation for a
tel 1 1 1 4-class case is illus-
te, 1 11 trated in Fig. 3. For
te, 1 111 111 the sake of clarity the

elements set to -1 are
shown as empty boxes.
Diax is set to 10 and
for 4 classes by, is 2.

The fitness of the

Fig. 3. A sample target vector en-
coding for 4 classes.

particle position x% (t) is evaluated as
©

where ¢, and y; denote the j th elements of the target output
vector for class ¢, and the synthesized output vector. The
fractional fitness score of a particle element xZ‘.’j (t) , needed
for the FGBF process, is simply evaluated as

C
=33 e —w)™ (7)

k=1Vyecy

A detailed explanation on reasons for using such fitness eval-
uation can be found in [1].

4. EXPERIMENTAL RESULTS

The database used in the experiments contains 1000 medium
resolution (384*256 pixels) images obtained from Corel im-
age collection covering 10 classes (natives, beach, architec-
ture, busses, dinosaurs, elephants, roses, horses, mountains,
and food). In order to demonstrate the efficacy of the pro-
posed EFS technique for CBIR, we used well-known low-
level descriptors that have a limited discrimination power and
a severe deficiency for a proper content description. The de-
scriptors used are 64-bins unit normalized RGB and YUV
color histograms, 57-D Local Binary Pattern (LBP) and 48-
D Gabor texture descriptors. The synthesis depth, K, was set
to 7 meaning that only 7 operators and 8 features were used to

Table 1. The set of 18 operators used in the proposed EFS

0, Formula | Oy Formula

1 —A 10 AxB

2 B 1 10(A * B)

3 | max(A4,B) | 12 A/B

4 | min(A,B) | 13 sin(1007(A + B))

5 AxA 14 cos(lOOTr(AJrB))

6 BxB 15 tan(1007 (A « B))

7 A+ B 16 tan (1(]()7r(A + B))

8 | 10(A+B) | 17 O5*oxp( (A-B)*(A—-B))
9 A-B 18 | 0.5 exp(— (A+B) (A+ B))

compose each element of the new feature vector. The param-
eter v in (6) was set to 1.1. The set of 18 empirically selected
operators given in Table 1 was used within the EFS.

In all the experiments MD PSO parameters were set
as follows: The swarm size, .S, was set to 200 and the
number of iterations, iterNo, to 2000. The positional
search space range, {Xpin,...; Xmax},» Was set according
to the number of operators in use, 7', and the number of
features in the input feature vectors, F'. The positional
velocity range, {Viin, ..., Vmax},» Was empirically set to
{_(Xmax - Xn)in)/loa eeey (Xmax - Xmin)/lo}- The di-
mensionality range,{ Dpnin, ---, Dmax }» was set to {11, ..., 40}
and the dimensional velocity range {DViyin, ..., DVinax }» to
{—4,...,4}. All the EFS results are given as the average of
10 separate repetitions of the experiment.

To evaluate the effect of the proposed EFS, we compare
the performances obtained using the original and synthesized
features on CBIR and image classification. In all cases 45%
of the dataset was used to evolve the EFS. CBIR results are
evaluated over the whole dataset, while for classification the
same 45% is used to train a K-nearest neighbors classifier and
the results are evaluated over the remaining 55%. CBIR re-
sults for the original features are given in Table 2 and for the
synthesized features in Table 3. In Table 3 results are given
after a single EFS run and by repeating the EFS process until
the results are no longer improved. The average dimension
of the synthesized features is also give along with the aver-
age number of iterations needed to obtain the best result. For
comparison, we also used a 3-layer MLPs for feature synthe-
sis (Table 4). The MLPs are trained using the MD PSO algo-
rithm [12] (Rpin = {N;, 8,4, No}, Rinax = {N;, 16,8, N, },
iter No = 3 x 2000 = 6000 ) and the results are obtained us-
ing the best architecture found. The classification results over
the original features and features synthesized by a single run
of the proposed EFS are given in Table 5.

The results clearly indicate a crucial improvement in both
CBIR and classification performances. The classification
result has been computed over a test set which is separate
from the EFS set. The improved result shows that the learned
feature synthesis can successfully generalize and be applied



Table 3. CBIR results using features synthesized by the proposed EFS

Corel RGB(1) | RGB(n) | YUV(1) | YUV(n) | LBP(1) | LBP(n) | Gabor(1) | Gabor(n) | all(1) | all(n)

ANMRR | 0.500 0.385 0.505 0.397 0.519 0.396 0.520 0.428 0.357 | 0.280

AP 0.478 0.596 0.477 0.584 0.465 0.589 0.464 0.559 0.619 | 0.694
dim. 35.7 12.4 34.7 17.8 355 11.2 27.0 11.0
iter. 19.6 18.7 22.8 24.5

Table 2. CBIR results using the original low-level features

Corel RGB | YUV | LBP | Gabor all
ANMRR | 0.589 | 0.577 | 0.635 | 0.561 | 0.504
AP 0.391 | 0.405 | 0.349 | 0.417 | 0473

Table 4. CBIR results using features synthesized by MLPs

Corel RGB | YUV | LBP | Gabor all
ANMRR | 0.442 | 0.558 | 0.545 | 0.547 | 0.348
AP 0.543 | 0.433 | 0.475 | 0.442 | 0.633

on unseen samples. Also it is evident that multiple runs of
the proposed EFS can further improve the results. The fea-
ture vector dimension decreases during repeated runs, which
shows that the proposed EFS can also compress the essential
information. The comparison against MLP shows that except
for RGB histograms, the retrieval performance statistics for
features synthesized by the proposed EFS even with a single
run are better than the ones achieved by the best MLP. This
basically demonstrates the significance of the feature and
operator selection.

5. CONCLUSIONS

In this paper, we proposed an evolutionary feature synthesis
technique, which can be used to improve the discrimination
power of any the low-level features as long as some ground
truth information is available. The proposed EFS simultane-
ously performs feature selection and an evolutionary search
for optimal weights (for the selected features), linear/non-
linear operators (to transform the scaled features) and the
optimal output feature vector dimensionality, all in an in-
terleaved way. The quality of the EFS can be ensured by
a proper fitness function designed with respect to the main
objective of the feature synthesis operation. The proposed
technique does not have critical parameters or thresholds that
may significantly affect the performance. Experimental re-

Table 5. Test classification error using the originall features
and features synthesized by a single run of the proposed EFS

Corel RGB | YUV | LBP | Gabor
Original 0.420 | 0.371 | 0.560 | 0.433
Synthesized | 0.312 | 0.307 | 0.422 | 0.367

sults demonstrate that the proposed system can significantly
improve the discrimination power of the original features
and thus achieve a crucial improvement in classification and
CBIR performances. To further improve the performance,
different feature synthesizers may be evolved for different
classes, since the features essential for discrimination of a
certain class may vary. This will be the research topic of our
future work.
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Abstract Most existing content-based image retrieval and
classification systems rely on low-level features which are
automatically extracted from images. However, often these
features lack the discrimination power needed for accurate
description of the image content, and hence, they may lead
to a poor retrieval or classification performance. We pro-
pose a novel technique to improve low-level features which
uses parallel one-against-all perceptrons to synthesize new
features with a higher discrimination power which in turn
leads to improved classification and retrieval results. The
proposed method can be applied on any database and low-
level features as long as some ground-truth information is
available. The main merits of the proposed technique are
its simplicity and faster computation compared to existing
feature synthesis methods. Extensive simulation results
show a significant improvement in the features’ discrimi-
nation power.
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1 Introduction

Most existing content-based image retrieval (CBIR) and
classification systems rely on low-level features automati-
cally extracted from the images. These features should be
discriminative enough to enable highest possible distinc-
tion among images belonging to different classes. A lot of
work has been done to develop more discriminative fea-
tures, but it is a well-known fact that there is no such
feature extractor that could automatically extract features
always matching the human visual perception of the image
similarity, since two images belonging to the same class
may be visually different and only higher level under-
standing of the image content can reveal that they should
be classified into a common class. This is generally known
as the semantic gap problem, and different ways to narrow
this gap have been under extensive research in recent years.
One of the most obvious ways is to gather knowledge of
human perception of image similarity directly from the
users. User labeling of the images may be exploited, for
example, for feature selection among the vast number of
available feature extraction techniques or for feature syn-
thesis to generate a new set of features better matching the
human visual perception.

In feature selection, the original features are not
changed, but a particular subset of them is selected to be
used in content-based image retrieval or classification.
So no matter how efficient the feature selection method
may be, the final outcome is nothing but a subset of the
original features and may still lack the discrimination
power needed for an efficient retrieval. In feature syn-
thesis, a linear and/or nonlinear transformation is applied
to the original features to synthesize new features. Even
if a very limited set of possible transformations is con-
sidered, there are such a huge number of possibilities
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that it is not feasible to go through all of them. The
search space most probably also contains many local
optima. Therefore, most existing feature synthesis
methods are based on evolutionary algorithms (EAs) [1]
such as genetic algorithm (GA) [9] and genetic pro-
gramming (GP) [18]. The common point of all EAs is
that they are stochastic population-based optimization
methods that can avoid being trapped in a local opti-
mum. Thus, they can find the optimal solutions; how-
ever, this is never guaranteed. The most critical
drawback of EA-based methods is their computational
complexity, which severely limits the number of prob-
lems to which they can be practically applied. Their
other common drawback is that they attempt to find a
synthesizer which can simultaneously discriminate all
the classes from each other. When the number of classes
grows, finding a good solution capable of doing that
soon becomes an impossible problem for any optimiza-
tion method.

In this paper, we propose a new approach to feature
synthesis where the original features are transformed using
parallel one-against-all perceptrons. The proposed method
is simple and significantly faster than EA-based methods,
and the obtained results still show a significant improve-
ment in both retrieval and classification performances
indicating an increase in the features’ discrimination abil-
ity. The one-against-all topology of the proposed method
divides the problem of finding an efficient synthesizer
simultaneously discriminating all the classes into several
easier problems targeting to discriminate a single class
from the rest. At the end of the process, the outputs of each
one-against-all perceptron are concatenated into a single
feature vector.

The proposed method is generic and applicable to any
set of low-level features without requiring manual selection
or tuning from the user. This property makes it desirable
for those applications where mid-level feature extraction is
not a viable option and/or only a certain set of features is
available, while the original data is either missing or
incomplete. If desired or if there is a reason to assume that
a certain classifier is better for a certain type or distribution
of data, the proposed approach can be also easily exploited
with another one-against-all classifier type besides the
perceptrons.

The rest of the paper is organized as follows: Related
work on feature synthesis is discussed in Sect. 2. The
proposed feature synthesis system is introduced in Sect. 3.
Section 4 concentrates on feature synthesis experiments
conducted using the proposed method and gives retrieval
and classification results along with the comparative eval-
uations. Finally, Sect. 5 concludes the paper and discusses
topics for future work.

@ Springer

2 Related work on feature synthesis

Feature synthesis is still in its infancy as there are only few
successful methods proposed up to date. Most existing
feature synthesis systems are based on GP [18]. In [3] and
[27], GP is utilized to synthesize features for face expres-
sion recognition. The individuals are composite operators
represented by binary trees whose internal nodes are
primitive operators and leaf nodes are primitive features.
The primitive features are generated by filtering the orig-
inal images using a Gabor filter bank at 4 scales and 6
orientations (i.e., 24 images per an original image), and the
primitive operators are selected among 37 different
options. The fitness of the composite operators is evaluated
in terms of the classification accuracy (in the training set)
of a Bayesian classifier learned simultaneously with the
composite operator. Finally, the best composite operator
found is used to synthesize a feature vector for each image
in the database and the corresponding Bayesian classifier is
then used to classify the image into one of 7 expressions
types. The expression recognition rate was only slightly
improved compared to similar classification methods
where no feature synthesis was applied.

In [22], co-evolutionary genetic programming (CGP) is
used to synthesize features for object recognition in syn-
thetic aperture radar (SAR) images. The approach is similar
to one in [3, 27], but separate sub-populations are utilized
to produce several composite operators. On the other hand,
the primitive features used in this application are only
1-dimensional properties computed from the images and
thus each composite operator only produces a single 1-di-
mensional composite feature. The final feature vector is
formed by combining the composite features evolved by
different sub-populations. Although both the final feature
vector dimension (20) and the number of classes to be
recognized (5) were low, the classification accuracy
obtained using the synthesized features was only occa-
sionally better than the classification accuracy obtained
directly with the primitive features.

In [7], a similar CGP approach is applied for image
classification and retrieval. The original 40-D feature
vectors are synthesized into 10-D feature vectors. The
results were compared in terms of classification accuracy
against 10-D feature vectors obtained using multiple dis-
criminant analysis (MDA) and also against a support vector
machine (SVM) classifier using the original 40-D feature
vectors. The databases used for testing consisted of
1200-6600 images from 12 to 50 classes. In all cases, the
classification results obtained using the features synthe-
sized by CGP were superior compared to features produced
by MDA. Compared to the SVM classifier, the results were
similar or better in a case where the database classes
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consisted of multiple clusters in the original feature space.
Also, the retrieval performance was compared using CGP
and MDA generated features, and the CGP features were
observed to yield better retrieval results than MDA
features.

In [20, 21], the CGP-based features synthesis method
and the expectation-maximization (EM) algorithm are
combined into co-evolutionary feature synthesized expec-
tation—maximization (CFS-EM). The main idea is to first
use a minor part of the training data to reduce the feature
space dimensionality and simultaneously to learn an initial
Bayesian classifier using the CGP-based feature synthesis
method and then to refine the classifier by applying the EM
algorithm on the whole training data (the rest of which may
be unlabeled) synthesized into the lower dimensionality.
The classification and retrieval results obtained by CFS-
EM were both improved compared to the CGP-only
approach.

In our prior work [14], we introduced a new evolu-
tionary feature synthesis method using multi-dimensional
particle swarm optimization (MD PSO) [13, 17]. MD PSO
is an extension of the well-known particle swarm opti-
mization (PSO) [11], and it basically reforms the native
structure of swarm particles in such a way that they can
make inter-dimensional jumps with a dedicated dimen-
sional PSO process. Therefore, in a multi-dimensional
search space where the optimal solution dimensionality is
also unknown, swarm particles can then seek for both
positional and dimensional optima. In [14], new features
are synthesized by applying a set of operators (mostly
arithmetic) on a set of selected original low-level feature
vector elements. The MD PSO particles are encoded so that
the feature vector elements and operators are selected
through the positional PSO process and the dimensional
search in MD PSO allows the dimensionality of the new
feature vectors to be optimized simultaneously. Compared
to the original low-level features, this method could
improve the retrieval performance measured using average
normalized modified retrieval rank (ANMRR) [24] on an
image database with 1000 images uniformly categorized
into 10 classes about 0.14-0.25 depending on the original
features. Over the same database, the classification accu-
racy was improved about 7-14 % units. The same method
was also applied on audio classification and retrieval in
[23] and it provided up to 15-25 % improvement in the
retrieval performance. However, the performance of this
method over larger image databases is quite modest due to
the fact that only a single feature synthesis process has
been used to synthesize features that discriminate all items
in the database. This is indeed a serious drawback also for
other standalone feature synthesizers proposed in the lit-
erature because it will be increasingly harder, if feasible at
all, to find out a single set of transformations which can

discriminate the items of all classes from each other when
the number of classes is beyond a certain magnitude.

In a broader sense, besides the methods specially
developed for feature synthesis, also well-known classifiers
such as artificial neural networks (ANNs) and SVMs can be
thought as a special kind of feature synthesizers. Com-
monly, ANNs used as classifiers take the original feature
vectors as inputs and use 1-of-C output encoding (where C
is the number of classes). Their output in an optimal case is
a vector corresponding to the image class (e.g., the target
vector [1,0,...,0] corresponds to first class and so on).
Thus, ANNSs try to learn a specific feature synthesizer that
transforms each feature vector in a certain class to one
corner of the C-dimensional cube. The simplest ANNS,
single-layer perceptrons (SLPs), synthesize the original
input features by forming in each neuron a weighted sum of
all the input vector elements and passing it through a
bounded nonlinear function (e.g., tangent hyperbolic or
sigmoid) to give one of the output vector elements. Usu-
ally, only the weights of each input feature (and a bias) are
optimized via the training algorithm used (e.g., back-
propagation), while otherwise the synthesis follows a fixed
path. In multi-layer perceptrons (MLPs), the network
architecture is more complicated and must be set by the
user or optimized with an algorithm capable of doing this
simultaneously with weight optimization (e.g., MD PSO),
but the principal approach remains the same than with
SLPs.

SVMs, on the other hand, with a proper choice of the
kernel used, can transform the original features of a two-
class problem where the features are not linearly separable
into new features in a higher dimension where linear sep-
aration is possible. The major drawback is the critical
choice of the (non)linear kernel function along with its
intrinsic parameters that may not be a proper choice for the
problem at hand. Consider for instance, two sample feature
synthesizers (FS-1 and FS-2) illustrated in Fig. 1, where for
illustration purposes features are only shown in 1-D and
2-D, and only two-class problems are considered. In the
case of FS-1, SVM with a polynomial kernel in quadratic
form can make the proper transformation into 3-D so that
the new (synthesized) features are linearly separable.
However, for FS-2, a sinusoid with a proper frequency, f,
should be used instead for a better class discrimination.

Also, several state-of-the-art techniques in computer
vision and image categorization can be considered as fea-
ture synthesis methods. Different methods to find compact
codes to represent images, such as classemes [26], PiCoDes
[2] or semantic hashing [10, 19], generally start with some
low-level features and after a training process a different
set of features is obtained. Similarly, mid-level feature
learning [25] transforms low-level features into semanti-
cally more meaningful features via a training process.
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Fig. 1 Two sample feature
synthesis performed on 2-D
(FS-1) and 1-D (FS-2) feature
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Generally, these methods are not aiming to improve arbi-
trary low-level features, but on the contrary, their success is
dependent on carefully selected low-level features. They
may require manual selection of training categories [26], or
their training may require a large number of training
samples and a computationally expensive training process
[25]. In both cases, the idea is to do training with a separate
training data and then apply on similar general-purpose
datasets. Compact binary codes provide a way to efficiently
store millions of images in memory and to quickly find
similar images in huge datasets where traditional image
representations and search methods are impractical or
impossible to use. They aim at preserving the discrimina-
tion power of the original features while transforming it
into a form more suitable for large-scale image datasets.
Thus, it is hardly feasible to apply any of these methods for
feature synthesis over arbitrary low-level features extracted
from any dataset especially if the dataset is highly spe-
cialized (e.g., different insects photographed in laboratory
conditions). Such datasets will likely require retraining
with manual selection and tuning operations because more
specialized learning is needed to discriminate among
similar classes.

3 Feature synthesis via one-against-all
perceptrons

3.1 Motivation and objectives

As mentioned earlier, the motivation behind feature syn-

thesis is to maximize the discrimination power of low-level

features so that image classification and/or retrieval per-
formance can be improved. Figure 2 illustrates an ideal

@ Springer

feature synthesis operation where 2-D features of a 3-class
database are successfully synthesized in such a way that the
discrimination ability of the features clearly increases.

The main problem with the existing feature synthesis
methods based on genetic programming is their computational
complexity that restricts their practical usability in larger
image databases. Also, a large number of image classes
quickly forms an obstacle for a wider use of these methods
even if enormous computational resources are available. To
find a proper feature transformation that can simultaneously
discriminate even a couple of dozen classes, is already such a
complex task that any feature synthesis method will face
severe problems in trying. Furthermore, most existing meth-
ods are quite dependent on several intrinsic parameters, which
must be set manually and in advance. Our objective is to
address all the above-mentioned deficiencies simultaneously.
‘We want to create a feature synthesis method that can be easily
(without parameter tuning or kernel selection) and relatively
quickly applied on any kind of image database and with any
low-level features extracted from the database.

The main realization behind the proposed feature syn-
thesis method is that no matter how advanced the feature
synthesis technique might be, the task of finding a trans-
formation discriminating all the classes simultaneously will
become too hard or even impossible when the number of
classes grows sufficiently large. To remedy this drawback,
we propose to use a synthesizer that is designed to dis-
criminate one class from the rest at a time. We shall
demonstrate that such a two-class problem is simple
enough that ordinary perceptrons can handle it equally well
or even better than more advanced evolutionary methods
requiring significantly more computational resources. This
will, in turn, allow the proposed feature synthesis method
to better scale up to the larger databases.
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Fig. 2 An illustrative feature O
synthesis, which is applied to
2-D feature vectors of a 3-class
database

3.2 Proposed feature synthesis method based
on parallel one-against-all perceptrons

We propose a feature synthesis method based on parallel
one-against-all perceptrons. Each perceptron is trained to
discriminate a single class from the rest. We use original
feature vectors directly as input vectors, and during the
training, only the features of images belonging to that
particular class are considered positive samples and fea-
tures from the rest of the images negative. As usual with
perceptrons, we use an output neuron per class i.e., each
perceptron has two output neurons. We use [1 —1] as the
target vector for positive items and [—1 1] for negative
items. Finally, a new synthesized feature vector for a par-
ticular image is formed by giving its original feature vector
as an input to each of the trained one-against-all percep-
trons and concatenating all the outputs. Thus, the length of
the new feature vector is twice the number of classes.
The whole feature synthesis process is illustrated in
Fig. 3 for a limited sample case with three image classes
and the original feature vector dimensionality being 5. It is
necessary to train a one-against-all perceptron per each
class i.e., three perceptrons are required. For the first per-
ceptron, only the training samples from class 1 are given as
positive samples (target output vector is set to [1 —1]),
while the target output vector for the other training samples
is set to [—1 1]. Similarly, for the second perceptron, only
items from class 2 are considered positive samples, and for
the third perceptron, only items from class 3. Finally, after
training all the perceptrons, each original feature vector
(belonging to both train and test sets) is given as an input to
all the three perceptrons and the outputs are concatenated
to form a new 6-dimensional feature vector for that item. In
a very clear case, all the values in the new feature vector
would be either 1s or —Is, but in reality, the values are
usually somewhere between these two extremes. This
might be also a desired property as it preserves some intra-
class variations, and in CBIR, a user might want to get the
most similar database items within a class first. Further
note that, while in the figure, all the original feature vectors
are illustrated with different symbols, the class information
is only necessary for the training samples. Thus, the pro-
posed method can also be used to synthesize more
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(c) Generating new feature vectors using one-against-all perceptrons

Fig. 3 Feature synthesis via parallel one-against-all perceptrons for a
simplified 3-class database with 5-D original feature vectors

discriminative features even when only a minor part of the
database has been labeled. Also, it is possible to easily
replace perceptrons in the proposed approach with another
one-against-all classifier with a similar output format.

The chosen approach with one-against-all perceptrons is
easier and faster to train than all-at-once approaches due to
its “divide and conquer” nature. Furthermore, it may be
possible to train the proposed system incrementally. If a new
class is added to the dataset, a new perceptron will be trained
for the new class. The previously trained perceptrons need to
be retrained only if they fail to classify the new samples with
arequired accuracy. Also, one-against-one classifiers could
be used for similar feature synthesis; however, while the one-
against-all approach will create new feature vectors, whose
length is 2n for an n-class dataset, the feature vector length
with one-against-one classifiers would be n(n — 1), which is
significantly larger and hence may be non-desirable or even
infeasible for certain applications.
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The proposed feature synthesis method can successfully
increase the discrimination power of even the most basic
low-level features used in CBIR as will be demonstrated in
Sect. 4. Naturally, the original features should have a
certain description power. If (some elements of) the orig-
inal features for a certain class are either isolated or if they
contain some distinctive patterns, perceptrons can learn this
and synthesize new features with superior discrimination
power. On the other hand, if the original features totally
lack description power, e.g., features created by a random
number generator, there exists no distinct pattern that could
be learned, and therefore, a successful feature synthesis is
not possible. Moreover, if two images from different
classes have a similar color structure while having a dis-
tinct texture or shape features, it is obvious that it is not
possible to find a successful feature synthesizer for color
features because they are not descriptive at all. Therefore,
it is advantageous to have several different low-level fea-
ture types and to train a designated synthesizer for each
feature type to maximize the overall benefit of the feature
synthesis process.

The proposed perceptron-based feature synthesis (PFS)
can be performed in several runs by using the synthesized
feature vectors from the previous run as the input feature
vectors for the next. This is illustrated in Fig. 4. The
number of runs, R, can be specified in advance or adap-
tively determined, i.e., runs are carried out until the point
where the fitness improvement is no longer significant.

3.3 Training and evolution methods

The proposed PFS can be used with any perceptron
architecture and training method. To clarify the concepts
used when introducing the experimental results, we will
here briefly discuss the training and evolution algorithms
applied, namely back-propagation (BP) and MD PSO. BP
is the most well-known ANN training technique, which can
be applied to a specific ANN architecture where the
number of layers and the number of neurons in each layer
has to be fixed a priori. BP sets the weights of each neuron
exploiting gradient descent optimization. Like any gradient
descent optimization method, BP is susceptible to getting

Training

Synt.  Synt. Synt.
FV FV(1) FV(R1) v FV(R)

PFS

"_Database

Fig. 4 Block diagram of Feature eXtraction (FeX) and proposed
perceptron-based feature synthesis (PFS) method with consecutive
R runs
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trapped into local minima, and therefore, its performance is
dependent on the initialization. Also, the selected network
architecture may critically affect the final network
performance.

MD PSO [13, 17] is a multi-dimensional (MD) exten-
sion of the basic PSO method [11]. In MD PSO, locations
of the particles are candidate solutions similar to PSO, but
unlike in basic PSO, MD PSO particles can search for
solutions with different dimensionalities within a given
dimensionality range, {Dmin,..-,Dmax}. In order to
accomplish this, each particle has two sets of components,
each of which has been subjected to one of the two inde-
pendent and consecutive processes. The first one is the
regular positional PSO, which takes place in the particles’
current dimensionalities and the second one is a dimen-
sional PSO, which allows particles to move between
dimensionalities. The positional PSO comprises the tradi-
tional velocity updates and due positional shifts in the N-
dimensional search (solution) space. Accordingly, for each
dimensionality, the swarm keeps track of the best global
position so far achieved (gbest) and each particle keeps
track of its last position, velocity and personal best position
in that particular dimensionality so that when it revisits the
same dimensionality at a later time, it can perform the
regular positional updates using this information. The
dimensional PSO process may then move the particle to
other dimensionalities where it will remember its positional
status and will be updated through the positional PSO
process, and so on. Similarly to the positional PSO, the
dimensional PSO process uses the personal best dimen-
sionality (in which the personal best fitness score has so far
been achieved) of each particle and the global best
dimensionality (dbest) to attract the particles toward a
better dimensional solution. Finally, the gbest solution with
dimensionality dbest represents the optimal solution and
dimensionality, respectively. As the termination criterion
for the MD PSO process we simply use a specified number
of iterations.

When evolving ANNs with MD PSO, the positional
PSO process can be used to optimize the neuron weights of
a single ANN architecture, while the dimensional PSO
process can simultaneously search for the optimal ANN
architecture. The dimensionality range is replaced by an
architecture space defined by the minimum and maximum
number of hidden layers and the minimum and maximum
number of neurons in each hidden layer (the number of
neurons in input and output layers will be always dictated
by the classification problem at hand). All the architectures
within the architecture space will be enumerated and MD
PSO can move between different architectures via the
dimensional PSO process. The applied fitness function is
simply the training mean squared error between the output
of the corresponding MLP and the target output. A more
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detailed description of using MD PSO for evolving MLPs
can be found in [12].

When training with BP, to compensate for MD PSO’s
ability to search for the optimal network architecture
simultaneously with the training of network weights, we
will train separately each MLP configuration in the archi-
tecture space and use the best performance obtained by the
optimal architecture found as the final performance. We
will call this sequential search method exhaustive BP
training over the architecture space.

4 Experimental results
4.1 Databases, features, and test settings

We used MUVIS framework (http://muvis.cs.tut.fi/) to
create and index three different databases that are used in
the experiments in this section. The databases are:

1. C_10 image database: There are 1000 medium reso-
lution (384 x 256 pixels) images obtained from Corel
repository covering 10 diverse classes: 1—Natives,
2—Beach, 3—Architecture, 4—Bus, 5—Dino Art, 6—
Elephant, 7—Flower, 8—Horse, 9—Mountain, and
10—Food. Each class has 100 images.

2. CC_30 image database: There are 4245 images from
30 diverse classes that are obtained from both Corel
and Caltech [8] image repositories. The number of
images in a class varies from 80 to 435.

3. F_20image database: There are 34481 images from 20
diverse classes obtained by selecting the first 20 classes
from Flickr database [5] and removing all the images
with multiple tags. The number of images in database
classes is heavily imbalanced varying from 12 to
17252.

The features extracted from the databases along with the
parameters used are given in Table 1. It should be noted
that the choice of the original features and their parameters
is irrelevant to the proposed feature synthesis approach due
its generic nature and the details are given here only for
reproducibility of the experiments. We chose a set of basic

low-level features with varying (but limited) discrimination
abilities and CBIR performance. Neither manual feature
selection nor parameter tuning is applied to boost the
performance. As a preprocessing step, all the features were
normalized between O and 1.

In most of the experiments (Sects. 4.2, 4.3), we used
MD PSO for evolving MLPs. In these sections, we used an
architecture space with the maximum of one hidden layer
and number of neurons in this layer set to 4-10. The MD
PSO parameters were set as follows: The swarm size, S,
was set to 200 and the number of iterations to 2000. The
positional search space range, {Xmin, ..., Xmax }» Was set to
{-2,...,2} and positional velocity range, {Viin, -, Vinax }»
t0  {—Xmax/10, ..., Xmax/10}. The dimension range,
{Dmin,----Dmax }» Was set according to the architecture space
and the dimensional velocity range {VDumin, -.., VDmax }, t0
{-5,...,5}. See [12] for a detailed description of the
meaning of these parameters in evolving MLPs with MD
PSO.

The maximum number of PFS runs (as illustrated in
Fig. 4) is set to 20 for C_10 and CC_30 databases and to
three for F_20 database. All the feature synthesis results
are presented by computing the average of the classifica-
tion or CBIR performances from 10 separate repetitions

In Sect. 4.2, PFS is applied for image classification and
in Sect. 4.3 for CBIR. Besides comparing the results
against those obtained by using the original features,
comparisons against state-of-the-art methods are also
conducted. Section 4.4 evaluates the significance of the
selected training method and architecture space for PFS.

4.2 Feature synthesis experiments for classification

First, we evaluated the discrimination ability of the original
features by using 45 % of the images to train a nearest
centroid classifier and computing classification error
among the remaining 55 % of the images. In the feature
synthesis experiments, we used the same 45 % of images to
train the synthesizer first and then used the synthesized
features of these same images to train the nearest centroid
classifier. The overall classification performance was
computed by normalizing the centroid distances of the

Table 1 Features extracted
from databases and parameters

used

Feature Parameters Dim.
HSV color histogram (HSV) H=6,S=2,V=2_8imTh=30 24
Dominant color histogram(DOCQ) NPC = 6,SimTh = 15,Ap = 0.02 27
Color structure descriptor (CSD) Bins = 32 32
Local binary pattern (LBP) A=3,qTh=5 16
Gabor Scale = 4, Orient = 6 48
Ordinal co-occurence (ORDC) d=3,0=4 36
Edge histogram Dir. (EHD) Bsiz=4,DC =11 5
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individual features (the maximum distance between an
item and the centroid was set to one for each feature) and
setting the final class according to the combined distance.
The nearest centroid classification results in terms of the
average test classification error are given in Table 2.

For F_20 database, evaluating classification perfor-
mance in terms of classification error is not enough as the
class sizes are so imbalanced that simply classifying all the
items into one or two classes would also significantly
improve the classification performance. Therefore, we used
also GPR, the geometric mean of true positive rate (recall)
and precision rate (precision). In [6], GPR has been found
to effectively compromise between the success in the
minority class and the error in the majority class in a two-
class classification problem. In this work, we computed the
GPR values on the test dataset individually for each class
and took the average (AGPR) as the final classification
measure. The nearest centroid classification results in terms
of AGRP for F_20 database are given in Table 3.

The results clearly indicate a crucial improvement in the
classification accuracy, leading to a conclusion that the
proposed feature synthesis method can indeed synthesize
such features that can be classified more efficiently and
accurately. The only exception is that PFS fails to improve
the classification performance of the EHD feature for F_20
database. On C_/0 database, the best possible classification
performance has practically been achieved already at the
first run (only minimal improvement on LBP and ORDC
features at later iterations), but with the larger CC_30
database, the latter runs have been more beneficial. On
F_20 database, the improvement at later iterations is gen-
erally even more significant. For the ORDC feature, the
results at the first iteration are worse than the original

results, but a significant improvement at later iterations has
still been obtained. It should be also noted that with F_20
database only three consecutive PFS runs (R = 3) were
performed due to the large size of the database and it is
highly probable that further improvement could be
obtained with more runs.

To better evaluate the obtained discrimination power,
we compare our classification results against some of the
most powerful generally known classifiers: MLPs, SVMs
and RF. For MLPs, we apply exhaustive BP training
over the architecture space defined above. For BP
training, the learning rate parameter, 1, was set to 0.02
and the number of iterations to 5000. For SVMs, we
employed the 1libSVM library [4] using the one-against-
one topology. We used all standard kernel types (linear,
polynomial, radial basis function (RBF) and sigmoid)
and for each kernel type, we applied a similar exhaustive
search to find out the best parameters, i.e., we trained
with all the combinations of the penalty parameter C =
2" for n =0,...,4 and parameter y =27" for n =0, ...,4
and finally used the results obtained by the best
parameter combination. For RF, we similarly selected
the best number of trees within the forest, searching
from 10 to 50 in steps of 10. For all classifiers, 45 % of
the items were used for training. The results in terms of
the classification error are given in Table 4. For F_20
database, the results are also given in terms of AGPR in
Table 5.

The results on C_10 and CC_30 databases show that the
proposed feature synthesis method can improve the dis-
crimination power of the low-level features to such level that
using the synthesized features even the simple nearest cen-
troid classifier can obtain results comparable to best results

Table 2 Test classification

. CSD DOCQ EHD HSV LBP ORDC Gabor All
errors of the nearest neighbor
classifier using original and c 10
synthesized features ”
Orig.? 31.82 50.36 45.09 44.55 62.36 54.36 43.27 20.91
PFS1P 25.29 43.56 38.31 33.04 35.87 32.18 29.67 14.55
PFS¢ 25.29 43.45 38.31 33.04 35.87 31.78 29.67 14.55
C_30
Orig.? 62.39 77.50 77.80 71.00 84.72 77.84 65.28 51.72
PFS1® 46.93 61.05 58.40 60.16 55.40 51.13 41.02 30.69
PFS¢ 46.93 60.53 56.78 57.47 52.48 49.80 40.86 29.99
F_20
Orig.* 75.64 97.31 85.65 91.68 77.03 81.30 77.73 73.57
PFS1° 46.22 67.09 87.05 53.66 75.02 87.29 82.32 57.02
PFS¢ 43.90 55.55 86.25 51.02 68.60 44.95 50.28 44.21

Best values are in bold

 Original features

b Features synthesized by one iteration of PFS

¢ Best features synthesized by PFS
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Table 3 Average geometric mean of true positive rate and precision rate on testing data for a nearest centroid classifier using original and

synthesized features

F_20 CSD DOCQ EHD HSV LBP ORDC Gabor All

Orig.* 0.105 0.039 0.081 0.059 0.076 0.080 0.089 0.128

PFS1® 0.131 0.077 0.075 0.100 0.096 0.076 0.098 0.151

PFS¢ 0.133 0.082 0.080 0.104 0.105 0.126 0.139 0.171

Best values are in bold

¢ Original features

b Features synthesized by one iteration of PFS

¢ Best features synthesized by PFS

;r::g:' :f Zens;;i‘:fsé‘;ﬁf;‘]’;‘ CSD DOCQ EHD  HSV  LBP ORDC  Gabor  Aver.

classifier using synthesized c 10

features and state-of-the-art N ’

classifiers using original PFS+NCC* 25.29 43.45 38.30 33.04 35.87 31.78 29.67 33.92

features SVM (lin.) 24.18 40.73 38.18 33.09 55.09 39.82 29.45 37.22
SVM (polyn.) 25.64 41.09 43.64 61.82 62.73 30.55 28.36 41.97
SVM (RBF) 2291 39.45 37.64 30.73 53.45 36.55 26.36 35.30
SVM (sigm.) 30.00 55.27 54.36 50.55 66.73 5891 49.82 5223
RF 30.36 38.00 4891 31.82 40.73 44.36 36.55 38.68
MLP, BP 27.95 48.80 41.93 34.45 40.22 35.22 31.55 37.16
C_30
PFS+NCC* 46.93 60.53 56.78 57.47 52.48 49.80 40.86 52.12
SVM (lin.) 44.14 61.88 59.74 58.29 68.61 53.56 40.68 55.27
SVM (polyn.) 42.99 54.37 69.13 73.65 70.41 46.91 38.42 56.55
SVM (RBF) 40.43 56.55 57.10 57.14 67.29 49.30 37.61 52.20
SVM (sigm.) 57.48 81.11 80.43 76.67 81.30 81.11 71.81 75.70
RF 49.85 55.82 60.77 61.11 5591 55.69 47.63 55.25
MLP, BP 52.64 61.66 55.03 57.44 53.11 50.74 44.89 53.64
F_20
PFS+NCC* 43.90 55.55 86.25 51.02 68.60 44.95 50.28 57.22
SVM (lin.) 38.87 44.53 35.58 41.68 35.35 33.07 33.38 37.49
SVM (RBF) 35.36 41.57 35.46 39.52 34.78 31.67 32.13 35.78

Best values are in bold

4 Nearest centroid classifier using features synthesized by the proposed method

Table 5 Average geometric mean of true positive rate and precision rate of a nearest centroid classifier using synthesized features and state-of-
the-art classifiers using original features on testing data

F_20 CSD DOCQ EHD HSV LBP ORDC Gabor Aver.
PFS+NCC? 0.133 0.082 0.080 0.104 0.105 0.126 0.139 0.110
SVM (lin.) 0.077 0.058 0.086 0.063 0.082 0.094 0.094 0.079
SVM (RBF) 0.118 0.063 0.087 0.066 0.086 0.096 0.097 0.087

Best values are in bold

2 Nearest centroid classifier using features synthesized by the proposed method

obtained with several state-of-the-art classifiers trained
using the best possible parameters. Furthermore, the pro-
posed method usually generates the near top classification
results for every feature, while for the other classifiers

performance level varies significantly among different fea-
tures. This is demonstrated also by the fact that the best
average classification result is obtained by the proposed
method. For F_20 database, the classification errors obtained
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by both applied SVM configurations are clearly lower than
those obtained by PFS. However, further examination of the
confusion matrices shows that this superiority can be fully
explained by the fact that SVMs classify all the items into
2-3 classes. The proposed method can, on the other hand,
synthesize from all the low-level features (except EHD),
such features that the classification performance can be
improved also on minority classes as evident from Table 5. In
other words, the discrimination power of the features can be
improved also in such an imbalanced case.

4.3 Feature synthesis experiments for content-based
image retrieval

Our second goal was to synthesize such feature vectors that
their performance in CBIR is superior to the original low-
level features. We evaluate the CBIR performance in terms
of ANMRR and average precision (AP) computed by the
batch query, i.e., querying all images in the database. For
each feature (both low-level and synthesized), Euclidean
distance measure between feature vectors is used to com-

Table 6 Average normalized

modified retrieval rank using CSD DOCQ EHD HSV LBP ORDC Gabor All
original and synthesized c 10
features .
Orig.? 50.12 73.17 61.68 61.93 68.62 62.28 56.13 43.86
PFS1P 24.73 49.08 47.20 3247 46.30 42.13 34.61 18.15
PFS¢ 24.73 42.51 41.14 32.40 36.80 34.08 31.24 17.14
C_30
Orig.? 67.84 81.84 76.38 78.31 80.67 75.98 70.71 60.39
PFS1P 47.42 72.35 67.92 63.86 67.33 63.88 50.82 41.60
PFS¢ 44.51 63.48 63.49 59.22 56.40 54.51 42.80 33.49
F_20
Orig.* 71.21 75.74 70.12 74.96 70.89 71.91 72.57 69.91
PFS1® 66.23 72.66 66.17 69.63 65.17 64.42 64.79 61.52
PFS¢ 65.99 72.29 66.06 69.18 64.55 63.40 64.08 60.21
Best values are in bold
 Original features
b Features synthesized by one iteration of PFS
¢ Best features synthesized by PFS
E:}:;eozig?:;r‘;iz Ery‘;ct‘;:::‘ze d CSD DOCQ EHD HSV LBP ORDC Gabor All
features c 10
Orig.? 47.70 25.20 36.49 35.89 29.93 36.20 41.73 53.47
PFS1P 73.35 49.17 51.41 65.51 52.36 56.24 63.71 79.94
PFS¢ 73.35 55.57 57.53 65.56 61.83 64.31 66.93 80.86
CC_30
Orig.? 30.40 17.03 2234 20.85 18.11 22.50 27.55 37.30
PFS1P 50.35 26.14 30.82 34.59 30.99 34.37 47.14 56.00
PFS® 53.90 35.30 35.48 39.62 44.42 41.40 55.96 63.17
F_20
Orig.? 28.45 24.12 29.41 24.73 28.66 27.49 27.00 29.58
PFS1® 33.50 27.21 33.59 30.10 34.60 35.30 3491 38.00
PFS¢ 33.77 27.61 33.72 39.62 35.28 36.47 35.72 39.31

Best values are in bold

 QOriginal features

b Features synthesized by one iteration of PFS

¢ Best features synthesized by PFS
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pute the (dis-)similarity distance. In case of the overall
retrieval performance, each feature was given an equal
weight when evaluating the overall distance between two
images. The training set size of 45 % was used, while the
retrieval performance is given over the whole database.
The results in terms of ANMRR are given in Table 6 and in
terms of AP in Table 7.

Table 8 Average normalized modified retrieval rank and average
precision using features synthesized by the proposed method and
features produced by Collective Network of Binary Classifier
Framework

C_I10 AP CC_30 AP
ANMRR ANMRR
PFS 17.14 80.86 33.49 63.17
CNBC (MD PSO) 31.09 65.01 43.04 54.47
CNBC (BP) 23.86 74.26 46.44 5221

Best values are in bold

Original features PFS

The results indicate that a significant improvement in
retrieval performance has been obtained. Compared to the
test classification errors on C_J0 and CC_30 databases
given in Table 2, a higher level of improvement can now be
achieved during the latter iterations of the proposed feature
synthesis technique. This leads to the assumption that most
of this improvement is within the training set, while the
performance on the test set (majority of the database) does
not significantly change. On F_20 database, similar
behavior cannot be observed most likely because only three
PES runs were performed and also the classification per-
formance on the test set (Tables 2, 3) was still significantly
improving.

Table 8 shows comparison to Collective Network of
Binary Classifier Framework (CNBC) [16, 17], which has
been shown to produce competitive CBIR results using
low-level features [15]. The same databases, low-level
features and training sets were used to evolve/train the
CNBC by both techniques: MD PSO and exhaustive BP.

Run 1 PFS Run 2
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Fig. 5 Two sample queries on C_/0 database using original (/eff) and synthesized features with single (middle) and two (right) runs. Top-left is
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Based on the overall retrieval performances given in
Table 8, it is clear that the proposed method can achieve a
superior retrieval performance on both databases.

Figure 5 illustrates two sample queries on C_J0 data-
base where neither of the selected query images is not in
the training set. Both queries are performed using the
original features, features synthesized by a single run and
by two runs of the proposed feature synthesis method. It is
obvious that the synthesized features have a superior dis-
crimination power than the original features, and in turn, a
better retrieval performance can be achieved. Most of the
improvement generally takes place at the first run, but
further runs help to fine-tune the result. Figure 6 similarly
shows two sample queries on CC_30 database with the
exception that the last query snapshots are taken after 5
PFS runs.

@ Springer

4.4 Comparative evaluations on training methods
and architecture spaces

To evaluate the significance of the training method and the
architecture space used, we repeated the earlier classifica-
tion and retrieval experiments using different architecture
spaces and either MD PSO evolution or exhaustive BP
training. Besides the changing architecture space, we used
MD PSO with the same parameters defined in Sect. 4.1.
For BP, the learning rate parameter, 7, was set to 0.02 and
the number of iterations to 5000. The smallest architecture
space consisted of only a SLP, the medium architecture
space had the maximum of one hidden layer and number of
neurons in this layer set to 410, and the large architecture
space had the maximum of two hidden layers with 4-8
neurons in the first hidden layer and 8-16 neurons in the
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Table 9 Test classification

f ¢ neichb. C_10 MD PSO MD PSO MD PSO BP BP BP
errors tor a nearest neighbor Small Medium Large Small Medium Large
classifier using features
synthesized with different Run 1 14.85 14.55 15.13 14.53 16.00 16.42
training methods and
architecture spaces Best run 14.62 14.55 15.13 14.47 16.00 16.42

CC_30 MD MD BP BP
PSO PSO
Small Medium Small Medium
Run 1 3242 30.69 33.67 31.66
Best 30.21 29.99 33.49 31.66
run
Best values are in bold
Table 10 Average normalized ) MD PSO MD PSO MD PSO BP BP BP
modified retrieval rank for - . .
. . Small Medium Large Small Medium Large
features synthesized with
different training methods and Run 1 23.62 18.15 19.03 24.77 18.02 17.69
architecture spaces
Best run 17.26 17.14 17.39 18.20 17.95 17.69
CcC_30 MD MD BP BP
PSO PSO
Small Medium Small Medium
Run 1 50.09 41.60 51.02 39.32
Best 42.60 33.49 50.95 34.13

run

Best values are in bold

second. As similar results were observed with all the fea-
tures used, only the results using all the features listed in
Table 1 are given here. Classification results are given in
Table 9 and retrieval results in Table 10.

Generally, the difference between the results obtained
by MD PSO and exhaustive BP training methods is small.
The main benefit of using MD PSO seems to be its better
capability to improve the synthesis on latter runs, espe-
cially on CC_30 database. For C_J0 database, also the
differences between different architectures in terms of
classification and retrieval performances are modest. SLPs
achieve the lowest test classification error, but their initial
retrieval performance is worse than the performance
obtained with medium and large architecture spaces. This
suggests that for the larger architecture spaces, some
overlearning has already occurred at the first run, while
with the simplest architecture, SLP, similar overlearning
only takes place after a couple of iterations (until some
point the overlearning on training set will improve the
retrieval accuracy as the whole database including the
training set is considered when the retrieval scores are
computed). CC_30 database, on the other hand, is so much
more complex that SLPs cannot find best solutions any-
more. With larger architectures, the test classification error

more often keeps improving during several iterations i.e.,
overlearning on training set is no longer such a problem for
them.

5 Conclusion

In this paper, we proposed a new feature synthesis technique,
PFS, which transforms the original features using parallel one-
against-all perceptrons. PFS can be easily applied on any low-
level features and on any database, where some ground-truth
data exists. The main advantage of the proposed method is its
computational simplicity compared to the existing feature
synthesis methods commonly based on evolutionary algo-
rithms. Along with its simplicity, its one-against-all topology
is essential when applied on larger databases. Finding such a
feature synthesizer that can simultaneously discriminate all
the database classes from each other may become a too hard or
even an impossible problem when the number of classes
grows. To overcome this problem, the proposed method trains
a dedicated one-against-all perceptron for each class to effi-
ciently discriminate that class from the rest. Only at the end of
the process, these class-specific syntheses are concatenated
into one composite feature vector. It is obvious that this is a
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“divide and conquer” type of approach that divides a difficult,
for larger databases probably infeasible, synthesis problem
into several easier two-class synthesis problems. This kind of
problem implementation also allows efficient exploiting of
modern parallel processing facilities.

Experimental results over benchmark image databases
demonstrate that the proposed system can significantly
improve the discrimination power of the original features
and thus achieve a crucial improvement in classification
and CBIR performances. We can conclude that as long as
some ground-truth information is available for a subset of
an image database, any low-level features extracted from
the database can be easily replaced with new features
having a higher discrimination (and description) capability.
This is appealing especially for existing applications where
mid-level feature extraction is not a viable option and/or
only a certain set of features is available, while the original
data is either missing or incomplete.

In the future, we aim to apply the proposed feature syn-
thesis method on significantly larger databases. While its
computational simplicity and one-against-all topology sup-
port increasing database sizes, larger databases (~ 100
thousands images) will still require certain modifications. For
instance, an efficient training sample selection should be
applied to obtain the maximum performance with the mini-
mum amount of training. Furthermore, some large image
classes may be so diverse that also their discrimination from
the other classes using a single synthesizer gets difficult. It can
be possible to find clusters of similar items within such diverse
classes and to train a separate one-against-all perceptron for
each cluster. These are topics for our future research.
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Training Radial Basis Function Neural Networks for
Classification via Class-specific Clustering
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Abstract—In training radial basis function neural networks,
the locations of Gaussian neurons are commonly determined by
clustering. Training inputs can be clustered either on a fully
unsupervised manner (input clustering) or some supervision
can be introduced, for example, by concatenating the input
vectors with weighted output vectors (input-output clustering).
In this paper, we propose to apply clustering separately for
each class (class-specific clustering). The idea has been used in
some previous works, but without evaluating the benefits of the
approach. We compare the class-specific, input, and input-output
clustering approaches in terms of classification performance and
computational efficiency when training radial basis function
neural networks. To accomplish this objective, we apply three
different clustering algorithms and conduct experiments on 25
benchmark datasets. We show that the class-specific approach
significantly reduces the overall complexity of the clustering and
our experimental results demonstrate that it can also lead to
a significant gain in the classification performance especially
for the networks with relatively few Gaussian neurons. Among
other applied clustering algorithms, we combine for the first time
a dynamic evolutionary optimization method, multi-dimensional
particle swarm optimization, and the class-specific clustering to
optimize the number of cluster centroids and their locations.

Index Terms—radial basis function networks, clustering meth-
ods, supervised learning, particle swarm optimization

I. INTRODUCTION

ADIAL basis function neural networks (RBFNNs) have
been successfully applied in several areas such as med-
ical diagnostics [1], robotics [2], dynamic system design [3],
and stock index forecasting [4]. RBFNNs are three-layered
feedforward neural networks with universal approximation
ability. The input layer is passive, the hidden radial basis
function (RBF) neurons transform the input data to a new
feature space using a strictly positive radially symmetric
activation function, and the linear output layer supplies the
network’s response to the transformed input data. Gaussian
basis functions are commonly used as activation functions.
The output of the j*" output neuron can be given as
>7 ()]

Zwkjgk Zwkf FTp( [k

where K is the number of Gaussian neurons, wy; is the
weight between the k' Gaussian neuron and the j** output
neuron, u,, and o are the center location and width of the
k' Gaussian neuron respectively, and x is an input vector.
The most significant step in the training of RBFNNs is the
selection of the number of centroids and their locations. The
selection is commonly performed by clustering the training
items. The clustering can be performed on a fully unsu-
pervised manner (input clustering) or some supervision can

— bl
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be incorporated into the clustering process. In input-output
clustering the input vectors are concatenated with the outputs
and the clustering is performed on these concatenated vectors.
In this paper, we propose to perform clustering separately for
each class. Some individual works [5], [6] have previously
applied this approach. However, these works do not com-
pare their class-specific approach with the other clustering
approaches and the approach is still rarely used.We show
that the class-specific clustering approach is faster than the
traditional clustering approaches and our experimental results
show that also significantly better classification results can
be obtained using the class-specific approach especially when
networks with lower number of RBF neurons are trained.
We perform an extensive set of the experiments using three
different clustering approaches. We apply the most well-known
clustering algorithm, K-means, with three different cluster
numbers. We use APC-III, which is a dynamic clustering
method earlier used for the class-specific clustering in RBFNN
training. We now apply the same algorithm also with the
input and input-output clustering approaches. Finally, we
carry out experiments using multi-dimensional particle swarm
optimization (MD PSO) and fractional global best formation
(FGBF). As a dynamic clustering method based on stochastic
optimization, this method can avoid local optima and is not
dependent on the starting point, but it is also computationally
more expensive than the other considered algorithms. To
our knowledge this is the first time of proposing such a
combination of an evolutionary method and the class-specific
clustering approach. Our main objective is to show that all
these different clustering algorithms can benefit from the class-
specific clustering approach. Furthermore, we want to clearly
show the significance of the different clustering approaches
and, therefore, we keep the rest of training process as simple
as possible.

The rest of the paper is organized as follows. In Section II,
the RBFNN training process is introduced in detail and recent
advances on the topic are also introduced. The input, input-
output, and class-specific clustering approaches are presented
in detail in Section III. The clustering algorithms used in
the experiments are introduced in Section IV and in Section
V we introduce the experimental setup and give the results
with comparative evaluations. Finally, Section VI concludes
the paper and suggests topics for future work.

II. RBFNN TRAINING

To train a RBFNN, one needs to decide the number of
hidden neurons, assign the values of their center locations



and widths, and finally assign the weight values. It has
been experimentally demonstrated that the RBF neuron center
locations are more significant to the evaluation performance
than their widths or the weights [7]. Also the number of hidden
neurons impacts the network’s performance significantly: too
few neurons may be insufficient to learn a model, while too
many neurons may lead to overfitting [8], [9].

The traditional RBFNN training strategies can be divided to
one-phase, two-phase, and three-phase learning [10]. In one-
phase learning only the weights between the Gaussian and
output neurons are adjusted using a supervised optimization
method. The center locations are set by randomly selecting a
desired number of training items as RBF centers and the center
widths are typically set to a fixed value. In two-phase learning,
the center locations and widths are assigned in the first phase
and the network weights are determined in the second phase.
In the three-phase training the RBFNN is first initialized
using two-phase learning and in the third phase the whole
network is further adjusted using an optimization procedure,
e.g. back-propagation learning [11]. The third training phase
can generally improve the performance obtained by the first
two phases [10]. However, in this article we will mainly
concentrate on the two-phase learning.

Originally, in their regularization networks quite similar
to RBFNNs, Poggio and Girosi placed the RBF centers at
each training item [12]. However, this may lead to overfitting
and to computationally expensive large networks when the
number of training items is high. In [13], Poggio and Girosi
suggested that a smaller number of centers should be used
to overcome these problems. They also showed that updating
the centers using a gradient descent based algorithm makes
them move toward the majority of the data. Thereafter, the
centers in RBFNNs have been commonly solved by a clus-
tering method. First, only fully unsupervised clustering of
input items (input clustering) was applied, but soon some
supervision was brought also to the clustering step. In the
commonly used input-output clustering approach, the input
vectors are concatenated with the target output vectors and
the clustering is performed on these concatenated vectors.
We propose to introduce supervision into RBFNN training
simply by clustering items class-by-class. We call this the
class-specific approach. All these clustering approaches are
introduced in detail in Section III.

Besides clustering, the RBF center locations can be de-
termined e.g. by supervised vector quantization algorithms
[10] or supervised training of decision trees [10]. In [14],
the RBF center locations and widths are solved along with
the number of centers using hybrid forward algorithm (HFA),
which tackles the mixed integer hard problem of simultaneous
network structure determination and parameter optimization on
the continuous parameter space using an integrated analytic
framework.

Once clustering has been performed, a RBF neuron is
placed at each cluster centroid. Next, one needs to assign
neuron widths and the network weights. Often acceptable
classification results can be obtained even by using the same
widths for all the centroids [15]. However, using a single width
value may harm the performance if there is reason to assume

that the RBF centroids correspond to clusters with varying
sizes. This may be the case, when the class-specific clustering
is applied as the distributions of different classes may be
quite different. Varying width values for each RBF neuron
can be obtained using a simple heuristic [16], [5], where, for
each center, the distance to the nearest other cluster center is
computed and multiplied by ~.

Uzvlp;?(l\ujfui\\)- ()]

If the class-specific clustering is used, only the clusters belong-
ing to different classes can be considered when computing the
distance. In [5], v = 5 was applied. A few more possible ways
to find a simple center-specific width value are given in [10].

In the second learning phase the weights are determined.
They are typically solved either using back-propagation [16],
[11] or linear least squares technique [15]. As the only param-
eters to be set are the weights between the RBF and output
neurons, back-propagation reduces to a linear regression task.

The linear least squares technique aims at minimizing the
sum of squared errors between the obtained outputs, y;;, and
target outputs, t;;, computed over N training items and C
output neurons

N C
SE="% |y —tyll* = [Y-T|* = [GW-T|7*, 3)
i=1 j=1

where Y = [y;;] and T = [t;;] are N x C' matrices, G =
[gr(x;)] is a N x K matrix and g, is as defined in Eq. (1),
W = [wy;] is a K x C' matrix and wy; is the weight between
the k" RBF neuron and ;" output neuron. The weights are
solved as

W = [GTG]7'GTT. “)

The problem with the above equation is that, if GTG is
singular, it does not have a unique solution and with close to
singular values the solution is not stable. To overcome these
problems, in [15], a regularized least squares solutions was
suggested:

W = [GTG + \Go]'GTT, &)

where A is a regularization constant and Go = [g:(p)] is a
symmetric C'x C' square matrix whose elements are the outputs
of RBF units when the RBF centers are given as inputs. With
the regularized least squares technique, the choice of a proper
value for the regularization constant A is important, but far
from simple [17].

There are also several training methods that do not fit to
the traditional categorization of one-, two-, or three-phase
learning. Back-propagation or other gradient descent methods
used in the third-phase of the three-phase learning can be
applied also with a random initialization [16], [11], [18] i.e.
without any other training. A limitation with back-propagation
is that it cannot evolve the network architecture, but it must
be fixed a priori. Evolutionary and genetic learning algorithms
[19], [20] can simultaneously search for all the network pa-
rameters including the network architecture, but these methods
are generally very slow.

In the recent years, extreme learning [21] and different
sequential training methods [22] have obtained very promising



results in the RBFNN training. In the sequential methods, the
RBF centers are selected from the training items presented
one-by-one by applying different growing and pruning strate-
gies. Also the other network parameters are generally updated
item-by-item, if the new item provides some new information
to the network. In [23], it has been experimentally shown
that for the sequential methods it is beneficial to apply also
class-specific criteria and not only criteria based on overall
approximation error.

Other advances in the area of RBFNN training include
optimization of the widths of the Gaussian neurons [24],
metacognitive learning [22], and second order training meth-
ods [25]. These methods either apply or can be applied with
clustering. In this article, we are not trying to present a
new state-of-the-art RBFNN training method, but we only
consider different clustering approaches with otherwise simple
training steps to clearly see the significance of the compared
approaches. However, in the future, the comparison results can
be exploited with such state-of-the-art techniques to further
improve them. Similarly, the results can be also exploited with
modifications of the basic RBFNNs such as hybrid radial basis
function and data envelopment analysis neural networks [26],
polynomial RBFNNs [27], or networks with different radial
functions and shape parameters [28].

III. DIFFERENT CLUSTERING APPROACHES IN RBFNN
TRAINING

A. Input Clustering

The input clustering refers to the basic unsupervised clus-
tering, where only the training inputs are clustered without
considering the available class information. This kind of
clustering has been widely used in RBFNN training e.g. in
[15], [29], [30].

B. Input-output Clustering

In the input-output clustering, the vectors to be clustered,
x! O are formed by concatenating the input vectors with the

target output vectors weighted by a factor 5:

x{9 =[x, Bti], 6

where x; is the i*" input vector in the training set and t; is the

corresponding target output vector. The weight is traditionally
set so that each element in the augmented vector will have
a similar order of magnitude [31]. Such a weighting will
naturally place more emphasis on the output part, if the input
feature vector dimension is lower or the number of classes
is higher (longer 1-of-C-encoded output vector). After the
clustering phase, the outputs are discarded and the RBF neuron
centers are set in the input space. It has been shown that for
a suitable weighting factor the training error can be made
arbitrarily small by choosing a sufficiently large number of
hidden neurons [32], but naturally this may lead to poor
generalization ability and an undesired network structure.
While the input-output clustering is assumed to lead to a
better performance than the input clustering, only few compar-
isons have been carried out to compare the approaches. In [31],
the input-output clustering approach gave a better performance

as a dynamic model for a time-series system, but in this
comparison also different RBF center widths were assigned
for the two approaches. In [33], the input-output clustering
outperformed the input clustering in function prediction on two
datasets. We are not aware of any comparisons on classification
tasks.

Several modifications or extensions of the basic input-
output clustering have been proposed for RBFNN training
[33], [34], [35]. Also several supervised clustering techniques,
which perform clustering in a single process, but take the
class information somehow into account, can be considered
as input-output clustering. In [36], constraints based on class
information were placed for the fuzzy C-means algorithm. In
[37], a similar modification of the fuzzy C-means algorithm
was applied, but now the objective function was modified
to take into account also class information. In [35], a new
network type, radial basis perceptron (RBP) neural network,
was introduced and trained with a specific input-output clus-
tering method. In [10], supervised vector quantization was
performed by considering also the class information in the
applied learning rule. In [38], clustering was done using a
minimum spanning tree (MST). All the training items were
first considered as vertices of a MST and the edges were
weighted with the squared Euclidean distances of the items.
All the edges connecting items from different classes were
then removed and the remaining connected components thus
represented clusters having items from a single class only.
However, all these methods require using the specific cluster-
ing algorithm, while the basic input-output clustering approach
can be easily used with any available clustering algorithm.

C. Class-specific Clustering

We propose to introduce supervision into RBENN training
simply by clustering items class-by-class. We call this ap-
proach class-specific clustering. Also clustering-inside-class or
within-class clustering are used to refer to the same approach.
We are motivated by several successful divide-and-conquer
methods, which obtain a better final solution by dividing a
complicated problem into several sub-problems. In this case,
performing the clustering operation per class will make the
task significantly easier and more efficient. This is due to the
fact that there are fewer local optima. Clustering will be also
significantly faster due to the smaller number of items. Also
each cluster centroid now corresponds to a single class.

In this paper, no post-processing of the centroids is consid-
ered. Even if two centroids of two different classes happen to
be co-located, they will both be used as RBF centers as such.
For overlapping data distributions, the centroids may naturally
be close to each other and such a case could be directly used
to indicate that the area should be modeled with more RBF
centers. A possible rule for handling overlapping clusters from
different classes is presented in [6]. However, this is left for
further work to clearly see the impact of the simplest versions
of different clustering approaches.

The idea of the class-specific clustering in the RBFNN
training has been previously used at least in [5], [6], [39],
[40]. In [39], [40], and [5], APC-III clustering method is



used to select RBF neuron locations separately for each class.
All these works concentrate on a single handwritten digit
recognition dataset and the significance of the class-specific
clustering compared to the traditional clustering approaches is
not evaluated. In [6], the RBF centers are initially assigned to
the centroids of each class and all the items are assigned to
these clusters. Then an iterative method is applied, where the
overlap between clusters from different classes is evaluated
and the clusters are further divided if they are detected to
overlap. The paper concentrates on a single face recognition
dataset. The applied clustering method is compared with
unsupervised K-means, but only in terms of clustering error.
K-means is not used to initialize RBF centers. The training
items are handled class-by-class also in [41], but, instead of
clustering, a density estimation algorithm is applied and the
significance of the class-specific approach is not evaluated.

D. On Time and Memory Complexity

The time and memory complexity of most clustering al-
gorithm is dependent on the number of items /N, number of
clusters K, and the data dimensionality d (e.g. O(NKd) for
a linear algorithm). For the input and class-specific clustering
approaches d is directly the dimensionality of the input feature
vectors, whereas for the input-output clustering approach the
data is formed by concatenating the input features vectors and
target output vectors i.e. djo = dy + C, where IO and I refer
to the input-output and input clustering approaches and C' is
the number of classes. The class-specific clustering approach
must be repeated C' times, but the number of items and clusters
per clustering is smaller. If it is assumed that the items are
equally distributed between classes and that the total number
of clusters is the same and an equal number of clusters is
assigned for each class, Ncs = N;/C and K¢cs = K;/C,
where C'S refers to the class-specific clustering approach.

The effect of the above changes naturally depends on the
complexity of applied clustering algorithm as well as the data
properties. For most real-life benchmark datasets d;o ~ d,
but for some datasets d;o > 2d;. In the latter situation, the
input-output clustering would take more than twice longer
than the input clustering approach even when a clustering
algorithm with a linear complexity is applied. If the clustering
algorithm is not otherwise affected by the clustering approach
(e.g. number of iterations), the class-specific approach is C
times faster if an algorithm with linear complexity is applied
and more if a slower algorithm is used. In the next section, we
will shortly consider the complexity of the applied clustering
algorithms as examples.

IV. APPLIED CLUSTERING ALGORITHMS
A. K-means

K-means is the most widely-used and well-known cluster-
ing algorithm. Therefore, we will not introduce it here. A
description can be found e.g. in [42]. The popularity of the
algorithm can be explained by its speed and the relatively good
results obtained using it. However, as a heuristic algorithm K-
means will converge to the any encountered local optimum
and, therefore, initialization of the algorithm may affect the

results significantly. Its main drawback is that the number of
clusters must to be assigned a priori.

The time complexity of the K-means algorithm is
O(iNKd). In practice, the algorithm often converges in tens
of iterations and, therefore, the practical complexity is close to
linear. However, the theoretical upper bound for the expected

: : : N3 log* NK3d® :
number of iterations is O(=—5_=—=), where o is the
standard deviation of the Gaussian perturbations [43].

B. APC-11I

APC-III is a simple one-pass clustering algorithm [5], [39],
which solves also the number of clusters during the clustering
process. It has been previously applied for RBFNN training
via the class-specific clustering in [5], [39], [40] and also via
the input clustering in [44], [45] , but the two approaches have
not been compared.

All the items are considered one by one. If an item is
within a defined cluster radius, Ry, of the centroid of any
existing cluster, the item is added to that cluster by adjusting
its centroid accordingly. Otherwise, a new cluster is created
and the item is assigned as its first centroid. This way the
data space will always be divided into clusters of fixed size
even if the data distribution would indicate totally different true
clusters. The algorithm is further described in Algorithm 1.

input
output

! X1,Xag,..., Xy — datasamples
: K — number of clusters
[y, Mo, ..., by — cluster centroids
variables: R, — cluster radius
N; — number of items in the :*" cluster
d;j — distance between x; and p;
N ;
1 Compute Ry = a% > ming;(]Jx5 — x4]])
i=
Set K = 1,”1 :X17Ni =1
for i:=2—> Ndo // For each item

2
3
4 for j:=1— K do // For each cluster
5 Compute d;;
6 if d7J < RU then
// Include x; into j'* cluster

7 g (pNj+x;)/(Nj + 1)
8 N]’ < N]' +1
9 Exit the for-loop
10 end
11 end
12 if x; was not included into any cluster then

// Create a new cluster
13 K+ K+1
14 M — X5
15 Nig 1
16 end
17 end

Algorithm 1: APC-III algorithm

The result of APC-III is quite dependent on the presentation
sequence of the items and the number of clusters produced
heavily depends on parameter o. As a one pass algorithm it
has the complexity of O(NKd).



C. Multi-dimensional Particle Swarm Optimization and Frac-
tional Global Best Formation

Recently, MD PSO and FGBF have been successfully used
for dynamic clustering e.g. in [46]. As a clustering method
based on stochastic optimization, the method can avoid local
optima and is not dependent on the starting point. Clustering
based on MD PSO and FGBF was further applied for the
RBFNN training e.g. in [47], but only the input or input-
output clustering approaches have been used. To the best of
our knowledge, the combination of an evolutionary dynamic
clustering method and the class-specific clustering approach
has not been proposed before.

In the following subsections, we will first describe the
basic particle swarm optimization (PSO) algorithm, then its
extension MD PSO, and the FGBF plug-in. Finally, in Section
IV-C4 we describe how to apply the methods for clustering.

1) Particle Swarm Optimization: The basic form of the
PSO algorithm was introduced by J. Kennedy and R. Eberhart
in [48] and later modified by Shi and Eberhart in [49]. In
the algorithm, a swarm of S particles flies through an D-
dimensional search space where each particle’s position rep-
resents a potential solution to an optimization problem. Each
particle p with current position a, and current velocity v,
remembers its personal best solution so far, b,,. The swarm as
a whole remembers the overall best solution globally achieved
so far, bg.

At every iteration ¢, a fitness function value is first computed
for all particle positions. The personal best solutions, by, for
all particles and the global best solution, bg, are updated if
necessary. Then the following velocity and position updates
are applied on each particle p:

vp(t+ 1) =w(t)vy(t) + ciri(t) (by(t) — ay(t)) +
cora(t) (bs(t) —ap(t)) )
a,(t+1) =a,(t) + vp(t + 1),

where w(t) is an inertia weight, ¢; and co are acceleration
constants, which are usually set to 2, and rq(¢) and ra(t) are
vectors of random variables uniformly distributed between O
and 1. A larger value of w(¢) favors exploration while smaller
inertia weight values favor exploitation. Often w(¢) is linearly
decreased from a high value (e.g. 0.75) to a low value (e.g.
0.2) during the iterations of a PSO run.

The random initialization and the random variables r; and
ro make PSO a stochastic search method. Thus, it can avoid
some local optima. However, for the basic form of the PSO
algorithm, premature convergence to a local optimum is still
a common problem.

2) Multi-dimensional Particle Swarm Optimization:
MD PSO [46] is an extension of the basic PSO algorithm
where particles can search for optimal solutions with dif-
ferent dimensionalities within a given dimensionality range,
{dmin, ---s dmax }. For example, in the clustering case this
would mean that the algorithm can be used to search for the
optimal number of clusters simultaneously to searching for the
optimal cluster centroid locations. In order to accomplish this,
each particle has two sets of components, each of which has
been subjected to one of the two independent and consecutive

PSO processes. The first one is the regular positional PSO,
which takes place in each particle’s current dimensionality,
dp, and the second one is a dimensional PSO, which allows
particles to move among search spaces with different dimen-
sionalities. For each dimensionality d, the swarm keeps track
of the best global position so far achieved, b%, and each
particle p keeps track of its last position aZ, velocity vg,
and personal best position bg in that particular dimensionality
so that when it re-visits the same dimensionality at a later
time, it can perform the regular positional updates using
this information. The dimensional PSO process may then
again move a particle to another dimensionality, where it will
remember its positional status and will be updated through the
positional PSO process, and so on.

The positional PSO updates take place in each particle’s
current dimensionality, d,, according to Eq. (7). The particle’s
new position az" (t + 1) still has the same dimensionality dy,.
However, the dimensional PSO process may move the particle
into another dimensionality. The search will continue from
aﬁp (t+1) if the particle later returns to dimensionality dp,(¢).

Similarly to the positional PSO, the dimensional PSO pro-
cess uses the personal best dimensionality of each particle, db,,,
and the global best dimensionality, dbg, to attract the particles
toward a better dimensional solution. The dimensional PSO
updates are:

dop(t + 1) =|dvp(t) + c171(¢) (dby(t) — dp(t)) +
cara(t) (dbs(t) — dy(t))) ®)
dp(t+ 1) =dp(t) + dvp(t + 1),

where dv,, is the dimensional velocity of particle p and |- |
denotes the floor operator. Finally, the global best dimension,
dbg, and the global best solution with that dimensionality,
bgbs, represent the optimal dimensionality and the optimal
solution respectively. Further details and the pseudo-code of
MD PSO can be found in [46] and [50].

3) Fractional Global Best Formation: Both the basic PSO
algorithm and its multi-dimensional extension, MD PSO, may
suffer from premature convergence to a local optimum par-
ticularly when a high dimensional optimization problem with
a multi-modal fitness surface is encountered. The premature
convergence is mainly caused by a loss of diversity i.e. the
particles gather too close to bg in an early phase and lose
their ability to explore new potential solutions. The FGBF
process presented in [46] can efficiently address the premature
convergence problem. The main idea of FGBF is to create at
every iteration an additional artificial solution b4 by combin-
ing the best individual elements of particles’ solutions. This
artificial solution is then compared to bg and, if it turns out
to have a higher fitness value, b4 will replace bg in Eq. (7).
If the solution b 4 is not better than bg, the PSO process will
proceed as usual. To decide which elements of the particles’
solutions should be combined when creating b 4, the elements
are evaluated with a fractional fitness function. The fractional
fitness function for FGBF should be specifically designed for
each optimization problem similarly to designing the fitness
function for MD PSO.

When FGBF is used in combination with MD PSO, a sepa-



rate artificial solution, b¢, is created for every dimensionality
d within the dimensionality range and in every dimensionality
b? competes with b‘é. Depending on the optimization task,
during the formation of b‘i it may be possible to combine el-
ements from particle positions with different dimensionalities.

4) Clustering with MD PSO and FGBF: In clustering, sim-
ilar to other PSO applications, each particle’s position should
represent a potential solution to the problem. Most often this is
realized in clustering by encoding the position of particle p as
ay = {Hy, 15 By js - By i }» Where pu, ; represents the gth
(potential) cluster centroid in an D-dimensional data space and
K is the number of clusters [51]. When MD PSO is used for
clustering, also K can be optimized via the dimensional PSO
process. Any given clustering validity index function (CVI)
can be used as the fitness function.

MD PSO and FGBF were first applied to clustering in
[46]. The particle encoding used is a straightforward multi-
dimensional extension of the centroid-based encoding used
in [51], i.e. az = {Hp 15 By js s By - Now each particle
has a position in every dimensionality d € {dmin, .-, dmax }
and, in the d"" dimensionality, particle positions represent d
potential cluster centroids. The dimensional PSO process leads
particles towards solutions with a better cluster number while
the interleaved positional PSO process helps to find better
centroids for a certain number of clusters.

The objective of the FGBF process is to combine the best
individual elements (cluster centroids in this case) to create
artificial solutions b% to compete with b¢ solutions. However,
finding the best cluster centroid combinations among all the
possibilities is not simple, since in clustering the quality of a
certain centroid always depends on the other centroids. It is
not feasible to consider all the possible centroid combinations,
but if the quality of a certain centroid is evaluated purely
locally with respect to the data items without considering
other centroids, then, it is likely that only undesired solutions
would be obtained. It should be remembered, however, that the
FGBF operation is only used as a means to avoid premature
convergence. If FGBF cannot form competent solutions, it will
not have any effect on MD PSO as the artificial solutions will
not be used.

To ensure that at least one data item is assigned to each
cluster, the FGBF operation uses only the centroids which
are closest to at least one data item. To avoid selecting
centroids representing the same natural cluster, centroids are
first grouped into centroid groups using a MST [52]. A certain
number of centroid groups, say d € {dmin, ---, max }» can be
obtained from the MST simply by breaking the d — 1 longest
MST branches. The artificial solution b? is then formed by
choosing only one centroid form each group. Note that the
solution elements (centroids) can now be combined regardless
of the dimensionality (number of clusters) of the original
particle positions.

We use Xu CVI [53] as the fitness function for MD PSO. It
attempts to minimize the within-cluster sum-of-squares, ssw,
defined as

K
ssw= Y [lx—p? ©

=1 xX€Ec;

where p; is the centroid of ith cluster ¢;, x is a data item,

and K is the number of clusters. The Xu CVI is defined as
a SSW

Q(ay) = Dlog ( 7DN2> + log K, 10)

where D is the data dimension and N is the total number

of data items. The fractional fitness function for the FGBF is
defined as

M
dy_ e I eyl
Q(a, ;) = Qp,,;) = Zl — (11)
i—
where p,, ; is the centroid defined by the jth element of

particle p’s position in dimensionality d and x[; represents
the i*" closest data item to M, ;- For computational simplicity,
only data items assigned to cluster c; defined by p, ; in
solution aff are considered. A/ = min (10, N;), where N; is
the number of data items assigned to cluster c¢; in solution a.
The computational complexity of the MD PSO algorithm
is mainly caused by the fitness function evaluations, as they
must be performed for every particle at every iteration. In
this work, a fixed iteration number is used and thus the
complexity is of form O(SO(FF')), where S is the swarm
size and O(FF) is the complexity of the fitness function.
The complexity of the Xu CVI is of form O(NKdgata),
where dgq¢, is the dimensionality of the input items and
K is at highest dpyax assigned for MD PSO. The FGBF
operation is performed once per iteration. It requires, first of
all, evaluating, which fractional solutions are closest to some
data item. This evaluation is of complexity O(SK Ndgatq)-
Then artificial solutions are created, which requires forming a
MST. Computational complexity of the algorithm applied for
MST formation is O(nlogn), where n refers to the number
of considered fractional solutions. In practice, it takes less
time than the rest of the FGBF operation even for the largest
considered datasets. After creating the artificial solutions, they
must be evaluated using the fitness measure. These evaluations
are of complexity O((dmax — dmin)NKdgata). When the
class-specific clustering approach is applied, dyax can be
divided by C' and the average number of items considered
per clustering is also divided by C'. Thus, computation time
will be significantly reduced in different parts of MD PSO.
Repeating the clustering operation for each class is a minor
cost in comparison to all the savings and, also in practice,
significant reductions in computation times are observed.

V. EXPERIMENTAL SETUP AND RESULTS
A. Experimental Setup and Parameters

We compare the class-specific, input, and input-output clus-
tering approaches for RBFENN training using K-means, APC-
III, and MD PSO algorithms. In each case, the rest of the
training is carried out in a similar way. After the RBF center
locations have been determined via clustering, the center
widths are computed according to Eq. (2). The parameter
is set to 5 and the class information is not considered even
for the class-specific approach. The weights are determined
by solving Eq. (4) using functions provided by ALGLIB
numerical analysis and data processing library [54]. The linear



least squares problem is solved using a numerical iterative
algorithm LSQR, which has been observed to usually provide
acceptable solutions also for singular problems [55].

We evaluate the results mainly in terms of the average
classification accuracy. As the overall classification accuracy
is not properly evaluating the performance, when the class dis-
tribution is highly imbalanced, we also compute the geometric
mean of recall values for each class [56]:

c 1/c c e,
o
G — mean = R; = — , (12)
(ll:[l > (H Py ”1)

i=1 2uj=1

where n;; and nj; refer to the elements of the corresponding
confusion matrix. It should be remembered, however, that the
network weights have been assigned by minimizing the sum of
squared errors between the obtained outputs and target outputs
computed over all N training items and C output neurons.
This also aims at minimizing the overall error. Therefore, the
computed G-mean values cannot directly evaluate the ability
of different clustering approaches to handle imbalanced class
distribution, but also the rest of training process should be
modified accordingly if this was the main objective.

For K-means, we used three different total numbers of
cluster, 3C, max(5C, v/N), and N/3. For the input and input-
output clustering approaches K was directly set to these
numbers, while the numbers were divided by the number of
classes, C, for the class-specific approach. For APC-III, the
only parameter o was set to 1.5. This value was used also in
[5], when comparing with other methods.

For MD PSO the total number of clusters was allowed
to vary from C to max(5C,+/N). For the class-specific
clustering the numbers were divided by C. The parameters
for MD PSO were set as follows: The swarm size, S, was set
to 100 and the number of iterations to 200. The dimensionality
ranges, {dmin; ..., dmax}, Were set according to the cluster
number ranges specified above and the dimensional velocity
range, {dVmin,-..; @Wmax}, t0 {—2,...,2} for all the experi-
ments. The positional search space range {amin, -.., @max } Was
set according to the data values as {0,...,1}. The positional
velocity range, {Vmin, .-, Vmax }» Was set to {—0.1,...,0.1}.
The inertia weight w(t) was linearly decreased from 0.75 to
0.2 during the MD PSO iterations. The acceleration constants
c1 and ¢ in Eq. (7) and (8) were set to 2. In [15], the MD PSO
parameters were analyzed and the algorithm was tested not be
sensitive to parameter changes. Naturally, the swarm size and
iteration number could be adjusted according to the difficulty
of the problem. However, in this paper we did not aim at
the maximal performance, but the objective was to compare
different clustering approaches under equal conditions.

The clustering approaches were compared using random 5-
fold cross validation on each dataset. As the applied clustering
methods were stochastic, we created two different divisions
into folds and repeated the training process 10 times on each
training subset (i.e. each clustering approach was evaluated
100 times on each dataset). An exception was made with K-
means and 3C clusters. Due to the higher standard deviations
observed, we repeated the experiment additional 40 times on
each training subset (i.e. a total of 500 evaluations). The

weight 3 used to scale outputs for the input-output clustering
was set to 1. The experiments were carried out using the
Merope grid of Tampere Center for Scientific Computing [57].

B. Datasets

Evaluations were performed on 25 benchmark classification
datasets from UCI Machine Learning Repository [58]. To
reduce the probability of outliers affecting the results signif-
icantly, we removed all the classes containing less than 20
items. Thus all the datasets contain at least four items from
each class in each fold. The characteristics of the datasets are
shown in Table I. In the class column, we show the number
of used classes over the total number of classes. All the data
values were normalized between 0 and 1. The outputs are
given using 1-of-C' encoding i.e. the output [0 1 0] means that
the item belongs to the second class in a three-class dataset.

Table I
CHARACTERISTICS OF THE DATASETS OBTAINED FROM UCI REPOSITORY

Dataset No. of objects  Dimensionality =~ No. of classes
Banknote auth. 1372 4 2/2
Breast Wisconsin 569 30 2/2
Dermatology 366 33 6/6
Ecoli 336 7 5/8
Haberman 306 3 2/2
Heart Cleveland 297 13 5/5
Tonosphere 351 34 2/2
Tris 150 4 3/3
Letter recognition 20000 16 26/26
Magic G. Telescope 19020 11 2/2
Movement libras 360 90 15/15
Musk 476 166 2/2
Parkinsons 195 22 2/2
Pima Ind. Diabetes 768 8 2/2
Seeds 210 7 3/3
Segmentation 2310 19 77
Sonar all 208 60 2/2
Spectf 267 44 2/2
Transfusion 748 4 2/2
Vehicle 846 18 4/4
Vertebral column 310 6 3/3
Vowel context 990 10 9/11
Wine 178 13 3/3
Winequality red 1599 11 4/6
Yeast 1484 8 9/10

C. Results of the Comparative Evaluations

The comparison results using MD PSO are given in Table II,
using APC-III in Table III, and using K-means with different
values of K in Tables IV-VI. CS, I, and IO refer to the class-
specific, input, and input-output clustering approaches. The
results are averages over all the folds and runs and the standard
deviations are reported next to accuracies and geometric mean
values. In Table VII, we give the total cluster numbers pro-
duced by different clustering approaches when MD PSO and
APC-III methods were used. In Table VIII, iteration numbers
required for completion of the K-means algorithm, when the
total number of clusters is 3C or max(5C, v/ N), are given.
For the class-specific approach we show the total numbers of
iterations required for all the classes together, but in brackets
we also show the average iteration number per class for easier
comparison.

The results clearly indicate that the class-specific clustering
approach is superior to the other approaches, when MD PSO,



Table II

CLASSIFICATION ACCURACIES AND GEOMETRIC MEAN VALUES OF RBFNNS TRAINED USING MD PSO FOR CLUSTERING

Accuracy G-mean

Dataset CS 10 1 CS 10 1

Banknote auth. 0.990 £ 0.006 0.996 £0.002 0.993 £ 0.004 0.991 £ 0.005 0.996 £0.002 0.994 £ 0.004
Breast Wisconsin 0.959 +£0.007  0.956 £ 0.010 0.957 £ 0.008 0.945 +0.010 0.944 £0.013 0.944 £ 0.011
Dermatology 0.976 £0.006 0.966 £ 0.017 0.969 £ 0.012 0.972 £0.007 0.959 £ 0.025 0.964 £+ 0.017
Ecoli 0.872 £ 0.005 0.867 £ 0.020 0.882 + 0.008 | 0.797 £ 0.009 0.732 £ 0.102 0.807 £0.011
Haberman 0.747 £0.002 0.744 £ 0.005 0.741 £ 0.007 0.371+£0.016 0.265 £ 0.084 0.074 £ 0.085
Heart Cleveland 0.599 £+ 0.013 0.619 £ 0.015 0.622 +0.016 | 0.058 £ 0.062 0.131 £0.055 0.105 £ 0.088
Tonosphere 0.909 £0.011  0.896 £+ 0.013 0.884 £ 0.049 0.875+0.017 0.849 £ 0.020 0.832 £ 0.071
Iris 0.970 £0.006 0.966 £ 0.013 0.957 £0.019 0.969 +£0.006 0.964 £0.014 0.955 £ 0.020
Letter recognition 0.741 £0.005 0.361 £ 0.102 0.578 £0.014 0.725 £ 0.005 0.010 £ 0.032 0.474 £0.077
Magic G. Telescope | 0.819 +0.024 0.710 4 0.052 0.690 £ 0.044 0.760 £0.031  0.471 £0.243 0.386 £ 0.232
Movement libras 0.788 £0.015 0.758 £ 0.022 0.758 £ 0.021 0.487+£0.139 0.427+£0.144 0.408 £0.111
Musk 0.782+£0.025 0.749 £ 0.027 0.749 £ 0.030 0.774 £0.027 0.738 £0.029 0.738 £ 0.032
Parkinsons 0.857 £0.012 0.856 £ 0.012 0.848 £ 0.020 0.710 £0.020 0.707 £ 0.008 0.696 £ 0.032
Pima Ind. Diabetes 0.756 £0.009 0.691 £ 0.021 0.701 £ 0.020 0.684 £0.011  0.523 £0.068 0.574 £ 0.041
Seeds 0.948 £ 0.007 0.940 £ 0.012 0.949 £ 0.007 | 0.946 £ 0.007 0.938 £0.013 0.947 £ 0.007
Segmentation 0.902 £0.005 0.877 £0.035 0.898 £ 0.005 0.893 £0.006 0.859 £ 0.048 0.888 £ 0.006
Sonar all 0.751+£0.031 0.734 £ 0.038 0.738 £ 0.040 0.747 £0.032  0.729 £ 0.039 0.732 £ 0.041
Spectf 0.819 £0.016 0.810 £ 0.020 0.804 £0.018 0.583 £0.044 0.515+£0.058 0.438 £ 0.062
Transfusion 0.782 £ 0.007 0.785 £ 0.005 0.788 +£0.007 | 0.432 £ 0.033 0.465 £ 0.020 0.472 £ 0.022
Vehicle 0.737 £0.015 0.743 £0.010 0.742 +£0.016 0.702 +0.019 0.712+£0.012 0.712+0.018
Vertebral column 0.818 £0.014 0.810 £ 0.020 0.810 £ 0.023 0.769 £0.020 0.735 £ 0.044 0.742 £ 0.052
Vowel context 0.722 £0.017 0.671 £0.027 0.668 £ 0.041 0.642 £ 0.026  0.555 £ 0.049 0.541 £ 0.075
Wine 0.987 £ 0.004 0.899 £ 0.046 0.989 £+ 0.004 | 0.988 £ 0.003 0.901 £ 0.046 0.989 + 0.003
Winequality red 0.592 £+ 0.007  0.559 £ 0.002 0.548 £ 0.033 0.000 £ 0.000 0.000 +£ 0.000 0.000 £ 0.000
Yeast 0.591 £ 0.009 0.569 £ 0.018 0.592 +0.011 | 0.000 £ 0.000 0.000 =+ 0.000 0.000 £ 0.000

Table IIT
CLASSIFICATION ACCURACIES AND GEOMETRIC MEAN VALUES OF RBFNNS TRAINED USING APC-III FOR CLUSTERING
Accuracy G-mean

Dataset CS 10 1 CS 10 1

Banknote auth. 1.000 +£0.000 1.000+0.000 1.000+0.000 | 1.000+0.000 1.000+0.000 1.000 + 0.000
Breast Wisconsin 0.974 £0.006 0.971 £ 0.005 0.971 £ 0.005 0.968 +£0.007 0.964 £ 0.006 0.964 £ 0.006
Dermatology 0.981 +£0.003 0.978 £ 0.006 0.979 £ 0.006 0.978 £0.004 0.974 £ 0.007 0.975 £ 0.006
Ecoli 0.867 £0.013 0.871 £0.009 0.869 £ 0.009 0.797 £0.017 0.802 £0.013 0.798 £0.013
Haberman 0.716 £ 0.016 0.727 £0.013 0.721 £0.014 0.473 £ 0.039 0.488 +£0.033 0.482 £ 0.033
Heart Cleveland 0.571 £0.023 0.585 £0.026  0.572 £ 0.020 0.191 £0.083 0.181£0.133 0.165 £ 0.072
Tonosphere 0.921 £0.014 0.917 £0.013 0.917 £0.013 0.892 +£0.021  0.885+0.019 0.886 & 0.020
Iris 0.953 £ 0.008 0.959 £0.008 0.958 £ 0.009 0.951 £ 0.008 0.957 £0.009 0.956 £ 0.009
Magic G. Telescope | 0.869 +0.001  0.867 4 0.001 0.867 £ 0.001 0.830 +£0.002 0.827 £ 0.001 0.828 £ 0.002
Movement libras 0.824 £0.015 0.804 £0.018 0.816 £0.018 0.706 +£0.047 0.678 £0.077 0.705 £0.113
Musk 0.885+0.016 0.882 £ 0.018 0.875 £ 0.021 0.883 +£0.017 0.881+£0.017 0.873 £ 0.021
Parkinsons 0.878 £ 0.025 0.883 £0.025 0.879 £0.024 0.797 £0.038  0.792 £ 0.040 0.784 £+ 0.031
Pima Ind. Diabetes 0.758 £0.012 0.759 £0.011 0.759 +£0.011 | 0.698 4+ 0.016 0.703 £0.014 0.701 £0.015
Seeds 0.957 £ 0.010 0.955 £ 0.009 0.961 +£0.011 | 0.955 £ 0.011 0.953 £ 0.010 0.959 + 0.011
Segmentation 0.959 +£0.004 0.956 £ 0.003 0.957 £ 0.003 0.958 +£0.004 0.954 £ 0.003 0.955 £ 0.003
Sonar all 0.793 £0.029 0.774 £ 0.036 0.768 £ 0.033 0.787 £0.029 0.768 £ 0.037 0.762 £ 0.034
Spectf 0.829 £0.017  0.822 £ 0.020 0.822 £ 0.019 0.657 £0.039 0.625 £ 0.039 0.625 £ 0.050
Transfusion 0.778 £ 0.009 0.787 £0.009 0.783 £ 0.009 0.548 £ 0.024 0.564 +£0.023 0.559 £ 0.025
Vehicle 0.829 £0.012 0.826 £ 0.011 0.825 £ 0.011 0.816 £0.014 0.813+£0.013 0.812 £0.013
Vertebral column 0.831 £0.015 0.838 £ 0.012 0.844 +£0.014 | 0.773 £0.017 0.777 £ 0.015 0.786 £ 0.014
Vowel context 0.919 £0.011  0.909 £0.011 0.909 £0.011 0.900 £0.013 0.887 £0.013 0.886 = 0.014
Wine 0.988 + 0.004 0.990 £ 0.006  0.989 + 0.006 0.988 £ 0.004 0.990 £ 0.006  0.989 £ 0.006
Winequality red 0.604 £0.011 0.613 £0.008 0.611 £0.009 0.040 £0.038 0.029 £0.016 0.022 £ 0.019
Yeast 0.587 £ 0.010 0.591 £ 0.007  0.590 £ 0.007 0.000 £ 0.000 0.000 = 0.000 0.000 = 0.000

K-means with 3C clusters, or K-means with max(5C, v N)
clusters are used. When APC-III or K-means with N/3 clusters
are used, no such superiority is observed. Table VII reveals
that APC-III leads to cluster numbers which are even higher
than N/3. Thus, the first conclusion is that the class-specific
clustering approach performs especially well, when a smaller
amount of RBF centers is generated, but for higher cluster
numbers the different clustering approaches give results closer
to each other. We assume that with such high RBF center
numbers their exact location is no longer that significant
and, therefore, the results obtained by different clustering
algorithms and approaches are closer to each other.

The differences when using APC-III and K-means with N/3

centroids are so small that we abstain from making further
analysis on these cases, but we concentrate on the other three
cases. The class-specific approach has at least 0.01 better
accuracy than the other approaches on Letter recognition,
Movement libras, Musk, and Vowel context datasets. All these
datasets are among the most complex ones in terms of item
number, dimensionality, or class number. This is an expected
result since on such datasets the task of clustering the whole
dataset at once is already a complicated task and, therefore,
the class-specific clustering approach based on the divide-and-
conquer principle has potential to yield a better performance.

The differences between the input and input-output cluster-
ing approaches are generally small. The input-output clustering



Table IV
CLASSIFICATION ACCURACIES AND GEOMETRIC MEAN VALUES OF RBFNNS TRAINED USING K-MEANS WITH 3C' CLUSTERS IN TOTAL

Accuracy G-mean

Dataset CS 10 1 CS 10 1

Banknote auth. 0.960 £ 0.016 0.899 £ 0.063 0.962 +0.021 | 0.959 £0.017 0.895 £ 0.067 0.964 + 0.021
Breast Wisconsin 0.945+0.015 0.945+0.016 0.936 +0.019 0.927 £ 0.020 0.930 £0.020 0.917 £ 0.027
Dermatology 0.972 +0.008 0.969 £+ 0.013 0.971 £ 0.010 0.968 +£0.009 0.961 +0.019 0.966 £+ 0.012
Ecoli 0.879 £0.015 0.877 £0.017 0.879 £0.016 | 0.801+0.030 0.793 +0.036 0.801 +£0.031
Haberman 0.750 £0.015 0.745 £ 0.014 0.748 £ 0.012 0.394 £ 0.080 0.317£0.110 0.348 £ 0.076
Heart Cleveland 0.611 £ 0.021 0.622 £0.020 0.617 £0.022 0.081 £ 0.099 0.092 £0.092 0.072 £0.103
Tonosphere 0.893 £0.022 0.846 £ 0.065 0.857 £ 0.049 0.847 £0.031 0.773 £0.102 0.795 £ 0.071
Iris 0.969 +£0.016  0.960 £ 0.027 0.964 £ 0.024 0.967 £0.017  0.957 £ 0.030 0.961 £ 0.027
Letter recognition 0.727 £0.004 0.677 £ 0.008 0.690 + 0.005 0.710 £0.005 0.645 £ 0.012 0.665 £ 0.006
Magic G. Telescope | 0.787 +0.003  0.781 %+ 0.019 0.757 £ 0.001 0.720 £0.010 0.713 £0.034 0.666 £ 0.002
Movement libras 0.758 £0.022  0.724 £ 0.026 0.729 £ 0.027 0.412 +£0.238 0.278 £0.240 0.298 £ 0.235
Musk 0.710 £0.033  0.656 £ 0.053 0.622 £ 0.049 0.700 £0.036  0.637 £ 0.059 0.596 £ 0.057
Parkinsons 0.862 +0.013 0.835 £ 0.021 0.826 £ 0.018 0.713 £0.021  0.671 £0.035 0.649 £ 0.027
Pima Ind. Diabetes 0.764 +£0.011  0.741 £ 0.026 0.732 £0.016 0.697 £0.015 0.652 £ 0.046 0.638 £ 0.027
Seeds 0.937+£0.019 0.9374+0.024 0.932+0.020 0.936 +£0.020 0.935 £ 0.025 0.931 £ 0.020
Segmentation 0.898 +£0.006 0.891 £ 0.010 0.897 £ 0.008 0.888 £0.008 0.878 £0.013 0.887 £ 0.010
Sonar all 0.752 £0.036  0.747 £ 0.041 0.723 £ 0.056 0.747 £0.038 0.741 £0.044 0.715 £ 0.059
Spectf 0.814 +£0.024 0.805 £ 0.023 0.799 £ 0.020 0.525 +£0.089 0.407 £ 0.137 0.409 +0.118
Transfusion 0.774 £0.008 0.772 £ 0.005 0.773 £ 0.003 0.308 £0.073  0.276 £ 0.042 0.299 £ 0.026
Vehicle 0.664 +0.033 0.664+0.030 0.648 £ 0.026 0.618 £0.039  0.608 + 0.042 0.576 & 0.038
Vertebral column 0.804 £ 0.025 0.805 +£0.029 0.790 £ 0.024 0.747 £0.034 0.728 £0.048 0.728 £ 0.035
Vowel context 0.657 £0.024 0.612 £ 0.025 0.626 + 0.023 0.539 £ 0.048 0.441 £ 0.089 0.475 £ 0.063
Wine 0.985+0.011 0.973 £0.023 0.983 £ 0.015 0.987 £0.010 0.975 £ 0.022 0.985 £+ 0.014
Winequality red 0.593 £0.012  0.587 £ 0.009 0.588 £ 0.008 0.000 £ 0.000 0.000 =+ 0.000 0.000 =+ 0.000
Yeast 0.585 £+ 0.011 0.588 £ 0.009 0.590 £+ 0.008 | 0.000 =+ 0.000 0.000 =+ 0.000 0.000 £ 0.000

Table V
CLASSIFICATION ACCURACIES AND GEOMETRIC MEAN VALUES OF RBFNNS TRAINED USING K-MEANS WITH max(SC, \/ﬁ) CLUSTERS IN TOTAL
Accuracy G-mean

Dataset CS 10 1 CS 10 1

Banknote auth. 0.997 £0.003 0.997 £0.004 0.997 £0.003 | 0.997 £0.003 0.997 £0.003 0.997 +0.003
Breast Wisconsin 0.961 £ 0.009 0.959 £ 0.008 0.957 £ 0.009 0.949 +£0.011  0.945 £ 0.011 0.943 £ 0.013
Dermatology 0.975+0.007 0.974 £ 0.008 0.975+0.008 | 0.971£0.008 0.970 £ 0.009 0.971 + 0.009
Ecoli 0.879 £ 0.010 0.881 £ 0.010 0.882 +0.011 | 0.805+0.015 0.807 £ 0.019 0.810 £0.018
Haberman 0.753 £0.015 0.751 £0.014 0.753 £0.016 | 0.485+0.039 0.476 £ 0.040 0.485 + 0.044
Heart Cleveland 0.604 £ 0.022 0.622 +£0.017  0.620 £ 0.020 0.104 £ 0.099 0.129 £0.070 0.111 £0.085
Tonosphere 0.919 £ 0.015 0.920 +£0.013 0.916 £0.013 0.888 £ 0.022 0.890 +£0.020 0.883 £ 0.021
Iris 0.967 £0.017 0.961 £ 0.021 0.967 £0.021 | 0.966 +0.017  0.959 + 0.022 0.965 £ 0.022
Letter recognition 0.757 £0.003 0.723 £ 0.005 0.736 £ 0.004 0.742 +£0.004 0.703 £ 0.006 0.718 £ 0.005
Magic G. Telescope | 0.853 +0.002  0.850 % 0.002 0.850 £ 0.002 0.811 +£0.003  0.805 =+ 0.003 0.806 £ 0.003
Movement libras 0.781 £0.021  0.755 £ 0.024 0.771 £ 0.023 0.508 £0.135 0.451 £0.191 0.497 £ 0.198
Musk 0.800 £0.023  0.790 £ 0.027 0.769 £ 0.029 0.793 £0.024 0.782+0.027 0.758 £ 0.030
Parkinsons 0.871+£0.017 0.859 £ 0.016 0.864 £ 0.018 0.734 £0.026  0.716 £ 0.025 0.716 £ 0.030
Pima Ind. Diabetes 0.770 £0.011  0.768 £ 0.009 0.770 £0.011 | 0.710£0.016 0.708 £0.013 0.708 £+ 0.014
Seeds 0.945 £ 0.014 0.948 £0.013 0.945 £ 0.012 0.943 £ 0.015 0.946 £0.014 0.943 £0.013
Segmentation 0.910 £0.006  0.905 £ 0.005 0.905 £ 0.005 0.902 £ 0.007  0.896 + 0.006 0.896 £ 0.006
Sonar all 0.757 £0.037  0.746 £ 0.033 0.745 £ 0.038 0.753 £0.038 0.742 £ 0.033 0.739 £ 0.039
Spectf 0.824 +£0.023  0.823 £ 0.022 0.822 £ 0.025 0.597 £0.066 0.583 £ 0.064 0.569 £ 0.067
Transfusion 0.783 £ 0.010 0.784 £ 0.009 0.786 +0.009 | 0.480+0.040 0.464 +0.033 0.477 £ 0.037
Vehicle 0.750 £0.017 0.749 £ 0.016 0.736 £ 0.016 0.719 £+ 0.021 0.721 £0.021  0.703 £ 0.021
Vertebral column 0.822 +£0.018 0.814 £0.014 0.811 £ 0.014 0.765 +£0.028 0.751 £ 0.022 0.753 £ 0.020
Vowel context 0.726 +£0.021  0.691 £ 0.021 0.702 £ 0.020 0.649 £0.031  0.588 £+ 0.033 0.601 £ 0.033
Wine 0.989 +£0.009 0.983 £ 0.016 0.987 £ 0.009 0.990 +£0.008 0.984 £0.014 0.988 £ 0.008
Winequality red 0.611 +£0.011 0.601 £ 0.010 0.602 £ 0.010 0.000 £ 0.000 0.000 =+ 0.000 0.000 £ 0.000
Yeast 0.591 £ 0.009 0.589 £ 0.009 0.593 £+ 0.009 | 0.000 £ 0.000 0.000 =+ 0.000 0.000 £ 0.000

outperforms the input clustering by 0.01 or more at least
once on lonosphere (34/2), Magic G. Telescope (11/2), Musk
(166/2), Sonar all (60/2), Vehicle (18/4), Vertebral column
(6/3), and Winequality red (11/4), while the input clustering
similarly outperforms the input-output clustering on Banknote
auth. (4/2), Ecoli (7/5), Ionosphere (34/2), Letter recognition
(16/26), Movement (90/15), Pima Ind. Diabetes (8/2), Segmen-
tation (19/7), Vowel context (10/9), Wine (13/3), and Yeast
(8/9), where the dimensionality and class number are given
for each dataset. Ionosphere is the only dataset appearing
in both lists. Otherwise, the input-output clustering yields a
better performance on datasets, where the number of classes

is low, while the opposite is true for the input clustering. The
input clustering outperforms the input-output clustering most
clearly on Letter recognition dataset, which has 26 classes
while the data dimensionality is only 16. Thus, the augmented
feature vectors clustered in the input-output approach have
more output than input elements. Clearly, this gives too much
emphasis on the output part. It is also possible that there are
more local optima when considering the augmented vectors
and, therefore, on relatively complicated datasets the input
clustering can find better solutions.

Between the applied performance measures, classification
accuracy and geometric mean, there are no major differences.



Table VI
CLASSIFICATION ACCURACIES AND GEOMETRIC MEAN VALUES OF RBFNNS TRAINED USING K-MEANS WITH N/3 CLUSTERS IN TOTAL
Accuracy G-mean
Dataset CS 10 1 CS 10 1
Banknote auth. 1.000 +0.000 1.000 +£0.000 1.000+0.000 | 1.000+0.000 1.000+ 0.000 1.000 + 0.000
Breast Wisconsin 0.971 £ 0.007 0.971 £ 0.006 0.972 £+ 0.008 | 0.964 £ 0.008 0.965 £ 0.007 0.965 £+ 0.010
Dermatology 0.979 + 0.007 0.980 +0.006 0.979 + 0.006 0.975 £ 0.008 0.976 +£0.008 0.974 £ 0.008
Ecoli 0.868 £ 0.013 0.870 £0.012 0.870+0.016 | 0.799 £ 0.020 0.801 +£0.018 0.800 £ 0.025
Haberman 0.715 £ 0.023 0.725 +£0.019 0.724 £0.017 0.472 £ 0.054 0.489 +£0.050 0.487 £0.045
Heart Cleveland 0.586 + 0.024 0.597 £0.020 0.590 + 0.024 0.181 +£0.120 0.140 £0.121 0.139 £ 0.107
Tonosphere 0.931 £0.018 0.933 £0.017 0.931 £0.015 0.908 £+ 0.025 0.912 +£0.023 0.910 £ 0.022
Iris 0.960 £0.010 0.959 £ 0.013 0.959 £ 0.013 0.958 £0.011  0.957 £0.013 0.957 £ 0.013
Magic G. Telescope | 0.869 +0.002 0.869 +0.001 0.869 +0.001 | 0.831 + 0.002 0.831 £ 0.002 0.832 + 0.002
Movement libras 0.795 £ 0.022 0.768 £ 0.024 0.786 £ 0.025 0.578 £0.118 0.534 £0.199 0.601 +£0.168
Musk 0.875+0.019 0.871 £0.019 0.871 £ 0.022 0.873 £0.019 0.869 £ 0.019 0.869 £ 0.022
Parkinsons 0.885 +0.026 0.876 £ 0.029 0.874 £ 0.027 0.802 +£0.040 0.778 £0.047 0.780 £ 0.039
Pima Ind. Diabetes 0.759 £ 0.013 0.761 £ 0.012 0.763 £0.012 | 0.697 £0.019 0.700 £ 0.016 0.702 £ 0.016
Seeds 0.951 +£0.010 0.950 &+ 0.010 0.950 £ 0.007 0.949 £0.011  0.948 £0.010 0.948 £ 0.008
Segmentation 0.963 £ 0.004 0.962 £ 0.004 0.964 £+ 0.004 | 0.962 £ 0.004 0.961 £ 0.005 0.963 + 0.005
Sonar all 0.805 +0.035 0.785 % 0.035 0.782 £ 0.042 0.799 £0.036  0.779 £ 0.035 0.776 £ 0.042
Spectf 0.816 £ 0.021 0.815 £ 0.022 0.819 +£0.024 | 0.644 £0.043 0.654 +£0.045 0.654 +0.041
Transfusion 0.779 £0.011 0.787 £0.012 0.784 +0.010 0.546 £ 0.030 0.559 £0.032 0.553 £ 0.025
Vehicle 0.817 £0.014 0.816 £ 0.014 0.818 £0.017 | 0.803 £0.016 0.802 £ 0.016 0.804 + 0.020
Vertebral column 0.833 £0.015 0.833+0.013 0.831+0.015 0.773 £ 0.019 0.774 £0.016 0.772 £0.019
Vowel context 0.862 +£0.018 0.846 £ 0.018 0.855 £ 0.019 0.830 £0.022  0.809 £ 0.024 0.818 £ 0.023
Wine 0.986 + 0.009 0.989 +0.008 0.989 +0.009 | 0.986 4 0.009 0.989 +0.008 0.989 £+ 0.008
Winequality red 0.609 £0.010 0.609+0.011 0.606 + 0.010 0.018 £ 0.039 0.014 £ 0.044 0.024 + 0.062
Yeast 0.591 +£0.010 0.589 £ 0.008 0.588 + 0.008 0.000 £ 0.000 0.000 + 0.000 0.000 £ 0.000
Table VII
AVERAGE RBF NEURON NUMBERS WHEN MD PSO AND APC-III WERE USED FOR CLUSTERING
MD PSO APC-1II
Dataset CS 10 1 CS 10 1
Banknote auth. 26.9 +4.7 32.7+£15 28.3+5.7 | 525.0+9.9 522.1£10.9 530.4 £8.9
Breast Wisconsin 19.5+25 18.5+4.8 21.5+0.6 | 138.3+5.3 139.4 £ 5.0 136.7 £ 5.2
Dermatology 27.14+1.2 17.2+£7.2 26.0+4.5 | 108.1 +3.9 106.3 +4.3 107.1+4.4
Ecoli 23.0+1.0 19.0£7.0 23.5+1.4 | 100.9+6.1 786+ 7.9 109.4+ 74
Haberman 4.74+0.8 8.4+4.9 2.7+15 96.6 +£4.1 92.1+4.1 95.3+£6.9
Heart Cleveland 176 £1.2 182+ 3.0 19.0+1.2 | 106.3+3.6 98.9 £2.0 97.7+£3.9
Tonosphere 10.9£0.9 16.9+1.2 15.2+4.9 | 108.1£3.5 81.8+24 79.1+2.4
Iris 13.3+1.3 14.1+0.7 13.0+2.3 | 56.2+34 53.5+24 54.2+£2.7
Letter recognition 96.5 £ 3.8 26.0+0.0 26.0+£0.0
Magic G. Telescope | 38.6 £25.5 2.0+0.0 2.0+0.0 5271.1 £34.5 4383.9+29.6 4174.4+27.2
Movement libras 74.8+0.5 74.8 +0.5 748+ 0.5 | 145.8+2.9 142.4 4+ 3.9 144.5 + 3.5
Musk 15.6 £ 2.8 189+ 2.0 188+ 1.8 | 151.6 £6.2 152.2 4+ 5.2 148.1+5.5
Parkinsons 128 £ 1.1 13.3+1.0 13.44+0.8 | 65.6 £2.2 65.7 £ 2.5 64.1+2.3
Pima Ind. Diabetes 4.4+0.6 2.7+0.4 2.8+0.4 236.4+ 7.6 236.5 £ 6.8 238.7+5.0
Seeds 13.4+14 11.7+3.7 13.7+1.5 | 81.2+4.3 79.7+3.7 80.9 £3.3
Segmentation 41.8 £2.7 29.4+14.7 46.8+2.7 | 610.0+ 154 558.0 £ 10.0 575.7+10.3
Sonar all 13.24+0.7 13.4+0.7 13.6+£0.5 | 65.3+34 65.8 £ 3.1 63.2+28
Spectf 15.0+0.7 15.7+0.5 15.6 £0.5 | 62.8 £4.7 58.8 £ 3.4 56.5 + 3.4
Transfusion 19.3+4.3 23.7+3.0 23.5+2.4 | 189.3+12.0 185.1 £ 12.1 186.4 £ 12.1
Vehicle 24.3+1.6 26.5+ 1.8 26.8+ 1.1 | 292.1+5.5 293.6 £6.8 285.6 £ 6.3
Vertebral column 104 +£2.3 16.6 + 2.0 14.7+29 | 994+£7.1 92.4+9.5 86.7+9.1
Vowel context 43.1+1.0 41.8£5.1 359+£7.0 | 409.0£5.9 398.2+£5.7 398.9 £6.2
Wine 114+15 4.9+29 14.3+0.6 | 55.9+2.9 51.5+2.8 52.2+2.7
Winequality red 19.4£23 5.0£0.7 9.0+9.5 542.8 £12.4 506.8 £ 14.9 545.3 £ 7.4
Yeast 33.6 £2.3 209+134 41.1+7.7 | 43524+ 15.6 410.1 £13.8 455.4 £ 7.4

In most cases, the same clustering approach achieves the
best performance according to the both measures. The class-
specific approach tends to have a slightly better success in
comparison with other approaches, when the geometric mean
is used as the performance measure. This is also expected
as the class-specific approach ensures that also the minority
classes will have some clusters assigned to the vicinity of
their items. We do assume that the class-specific clustering
can be beneficial in classification of imbalanced datasets or if
it is important to minimize error on a certain class. However,
as mentioned already, the rest of the training process aims
at optimizing the overall performance. To really evaluate the
clustering approaches in such cases, also the rest of the training

process should be modified accordingly.

Table VII reveals that, while the total cluster numbers
proposed by different clustering approaches are similar in
most cases, for the two largest datasets, Letter recognition and
Magic G. Telescope, the input and input-output clustering ap-
proaches always propose the smallest possible cluster number
(C'), when MD PSO is applied. For these datasets, the size of
the clustering problem is already so large that these approaches
fail to find good solutions with higher cluster numbers with the
available particles and iterations and they converge to a local
optimum with C' centroids. Also for Winequality red, which
is one of the largest datasets, the class-specific clustering
approach proposes a clearly higher cluster number, while for



Table VIII
ITERATIONS REQUIRED FOR K-MEANS CONVERGENCE WHEN THE TOTAL NUMBER OF CLUSTERS WAS 3C' AND max(5C, V' N)

K-means with 3C' clusters K-means with max(5C, v/ N) clusters
Dataset CS 10 1 CS 10 1
Banknote auth. 26.6 £ 7.8(13.3) 16.5+£7.5 19.8+£7.0 33.4 £8.6(16.7) 19.9+£6.5 18.5+5.3
Breast Wisconsin 25.2 +7.1(12.6) 15.7£5.8 18.4£6.7 23.7 £5.7(11.9) 13.3+£4.1 14.6 £3.8
Dermatology 30.7 £ 5.0(6.1) 82423 89425 30.1 £5.1(5.0) 77T+1.8 78+£1.7
Ecoli 31.1 +£5.7(6.2) 10.0+2.8 12.3+4.2 32.4 £5.4(6.5) 9.8+ 3.0 104+£29
Haberman 14.3 £ 3.7(7.2) 99433 11.7+4.3 16.9 + 4.5(8.5) 10.5+3.3 10.8 £3.4
Heart Cleveland 17.1+3.2(3.4) 79+24 83+27 18.0 + 2.9(3.6) 7.2+2.0 7.4+£2.0
Tonosphere 16.4 +6.0(8.2) 10.7 £ 4.6 12.1£5.1 17.2 + 5.4(8.6) 11.0£4.1 11.8+£4.0
Iris 15.5 + 3.5(5.2) 6.7+2.3 75£23 15.0 + 3.0(5.0) 6.5+2.2 7.0£2.0
Letter recognition 353.4 £31.7(13.6) 29.1+6.6 72.2+20.6 | 393.8+30.4(15.1) 334+7.2 60.1+17.0
Magic G. Telescope | 69.5 + 23.2(34.8) 38.8+14.4 51.9+27.3 | 135.0+26.5(67.5) 76.7+19.1 89.6 +26.2
Movement libras 49.6 £+ 5.5(3.3) 71£1.8 7.6+1.9 48.2 +4.8(3.2) 6.2+1.4 6.2+1.5
Musk 13.6 £5.1 (6.8) 10.2 £3.7 10.0 £3.8 15.0 + 3.3(7.5) 10.1£2.9 9.3+2.6
Parkinsons 14.2 £4.1(7.1) 9.4+3.8 109441 | 13.3+3.4(6.7) 8.5+2.6 8.8+2.7
Pima Ind. Diabetes 23.4 £ 6.6(11.7) 15.0 £ 5.7 20.6 £ 8.4 27.0 £ 7.2(13.5) 16.4+£5.5 17.14+4.4
Seeds 19.3 +4.6(6.4) 8.0+25 10.2£3.3 18.4 + 3.8(6.1) 8.1+24 8.9+24
Segmentation 67.3 +11.4(9.6) 159+4.8 20.8 6.9 77.9 £10.1(11.1) 179+ 4.4 20.5+4.9
Sonar all 14.2 +4.3(7.1) 92435 8.8+3.0 12.3+3.1(6.2) 7.3+24 8.2+29
Spectf 14.1 +4.5(7.1) 10.8 £4.7 11.2+4.1 13.7 £ 3.5(6.9) 9.4+3.0 9.4+£2.7
Transfusion 21.6 £ 7.4 (10.8) 15.4£6.7 20.6 8.4 28.6 + 8.3(14.3) 17.3+6.4 16.4 £5.7
Vehicle 34.4+7.7(8.6) 129 +4.2 199+ 7.7 41.4 £+ 8.6(10.4) 13.7+3.6 16.9 £5.2
Vertebral column 21.4 +£4.5(7.1) 10.1+£3.5 13.5+4.7 23.7£5.6(7.9) 10.6 £3.4 123+ 4.6
Vowel context 54.6 £ 7.9(6.1) 11.4+3.3 17.0£5.3 56.4 £7.7(6.3) 10.7 £ 3.2 13.9+3.4
Wine 16.6 + 3.5(5.5) 6.9+2.1 79+26 16.1 + 3.1(5.4) 6.5+1.8 7TT7T+23
Winequality red 42.3 £9.6(10.6) 18.4£6.2 26.5+9.1 48.5 +8.1(12.1) 19.9£5.1 20.9+6.5
Yeast 67.0 +10.3(7.4) 20.9+6.5 26.7+7.8 75.1 £11.4(8.3) 19.8 £4.9 22.3+6.3

the smaller datasets such a behavior is not observed. The
input-output clustering produces the lowest cluster numbers
on several datasets (Dermatology, Ecoli, Segmentation, Wine,
Winequality red). On most of these datasets the performance
obtained by the approach is worse than with other approaches
and the weight of the output part is high. This supports the as-
sumption that overly weighted output part creates sub-optimal
local optima on lower dimensions (as the items from the same
class are attracted to each other due to the shared output part)
and, therefore, the input-output clustering approach can harm
the performance of the RBFNNSs in such cases.

When APC-III is applied, the cluster numbers are quite
similar for all the clustering approaches. The class-specific
approach often leads to a slightly higher cluster number. This
is also expected as APC-III always divides the data space into
clusters with a fixed radius. For the class-specific clustering
approach some overlap of clusters is probable as the classes
are handled separately.

Table VIII shows that without any exceptions K-means
converges with least iterations for (a single clustering of) the
class-specific clustering approach. As discussed in Section
IV-A, the class-specific approach would be C' times faster
than the input clustering, if the iteration number for a single
clustering would be the same. As the iteration number is even
lower, the computational benefit of using the class-specific
approach is larger.

D. Statistical Evaluation of the Results

To evaluate whether the differences observed between the
compared clustering approaches are statistically significant, we
first perform the Friedman test to control the family-wise error.
It is a rank-based non-parametric test to evaluate, whether the
null-hypothesis can be rejected and the results show some
statistically significant differences. A detailed description of
the test can be found in [59]. We applied the test separately

for each clustering algorithm and performance measure. The
obtained p-values are given in Table IX. The null-hypothesis
can be rejected at 0.05 significance level if the p-value is below
0.05. Such values are bolded in the table. The results of the
Friedman test confirm the observations made above. There are
no statistically significant differences between the clustering
approaches, when APC-III and K-means with N/3 clusters
are applied, but in the other cases differences are significant.

Table IX
FRIEDMAN TEST p-VALUES FOR COMPARISONS PERFORMED WITH
DIFFERENT CLUSTERING ALGORITHMS AND PERFORMANCE MEASURES

Algorithm p (Acc.) p (G-mean)
MD PSO 0.0057 0.0087
APC-1II 0.9575 0.1699
K-means (3C) 0.000018 0.0000018
K-means (max(5C,vN))  0.0207 0.0147
K-means (N/3) 0.8721 0.5682

Next we perform the Wilcoxon Signed-Ranks test for those
cases in which statistically significant differences were de-
tected to evaluate the significance of the pair-wise differences.
The Wilcoxon Signed-Ranks test ranks the differences in
performances of two classifiers for each dataset, ignoring
the signs, and compares the ranks for the positive and the
negative differences. The ranks are used to compute a 7T-
value as described e.g. in [59] and this value is compared to a
critical value to evaluate whether the difference is statistically
significant. For 25 datasets, the null hypothesis can be rejected
at the 0.05 significance level if T is less than 89 and at the
0.01 significance level if 7" is less than 68. The obtained 7-
values are given in Table X. In each case the better performing
approach is bolded and the corresponding 7-value is bolded
if it signals that the null hypothesis can be rejected at the 0.05
significance level.

The results confirm that when using MD PSO, K-means
with 3C clusters and K-means with max(5C,v/N) clusters



Table X
WILCOXON SIGNED-RANKS TEST 7" VALUES FOR COMPARISONS
PERFORMED WITH DIFFERENT CLUSTERING ALGORITHMS AND
PERFORMANCE MEASURES

Approach 1 T (Acc.) T (G-mean) Approach 2
MD-PSO
CS 34 46,5 10
CS 57 68,5 1
10 141 I
10 154,5 1
K-means with 3C' clusters
CS 25 17.5 10
CS 27 9.5 1
10 143 I
10 146.5 1
K-means with max(5C, v/N) clusters
CS 56 55.5 10
CS 64 49.5 I
10 129 144,5 1

the class-specific clustering approach produces significantly
better results than other clustering approaches according to
the both applied performance measures. Between the input and
input-output clustering approaches no statistically significant
differences are detected.

VI. CONCLUSIONS

In this paper, we proposed using class-specific clustering
approach in RBFNN training. We demonstrated that it can
achieve the best performance in terms of both classification
accuracy and computational efficiency in comparison to tra-
ditional clustering approaches. This is in accordance with the
success of the divide-and-conquer paradigm over several other
data analysis problems. In this case, depending on the dataset,
clustering the whole dataset at once can be a complicated task
due to the occurrence of local optima in the solution space.
Therefore, performing the class-specific clustering approach
can help in finding a better solution. Furthermore, the pro-
posed class-specific clustering approach provides a simple way
to exploit class-information and make each cluster centroid
correspond to a cluster of items belonging to a single class.

For an extensive and detailed comparison of the class-
specific approach with the input and input-output clustering
approaches, we first analyzed their computational complexities
and concluded that the class-specific approach can reduce the
overall complexity even for the simplest clustering methods
as it reduces both the number of items to be clustered at once
and the number of clusters to be found. The only cost is that
the clustering must be repeated separately for each class, but
this cost is compensated by the reduced complexity of the
clustering process. If a more complicated clustering algorithm
is applied, the computational gain obtained by using the class-
specific clustering approach increases proportional with the the
complexity of the algorithm. Therefore, the class-specific clus-
tering approach should be favored even without improvements
in the classification performance. However, an extensive set
of experiments on 25 benchmark datasets demonstrated that
the class-specific clustering approach can also produce better
classification results than the other clustering approaches. One
of the applied algorithms was a dynamic clustering method
using MD PSO, which is an evolutionary optimization algo-
rithm. We are not aware of any earlier proposed combination

of an evolutionary optimization method and the class-specific
clustering approach, while the approach is especially useful
for evolutionary methods due to their higher computational
complexity.

Our results and statistical evaluations show that, when
the RBF center number is kept relatively low (up to the
square root of the number of training items), the class-specific
clustering can indeed produce centroids that lead to significant
improvements in the final classification accuracy compared
to the other approaches. For larger numbers of RBF centers
no statistically significant differences between the approaches
were observed. On the other hand, for these higher cluster
numbers the computational gain obtained by using the class-
specific clustering approach becomes even more significant.

Our results further show that there were no significant
differences between the input and input-output clustering
approaches. However, we observed that the input-output clus-
tering approach can be beneficial when the number of classes
is low in comparison with the feature vector dimension. When
the number of classes is high, the results suffer from the use
of the input-output clustering approach.

In this study, we did not apply any post-processing on
the clustering results and the RBF neurons were directly
placed at the cluster centroids even for the proposed class-
specific approach when two different classes have completely
overlapping centroids. Such a case obviously indicates that
the area should be modeled with more RBF centers, but we
have not adapted the RBFNN topology on purpose for a fair
comparison and left it as future work. Similarly, the rest of
training process was now kept simple, but will be improved to
the level of the state-of-the-art in the future. Finally, the class-
specific clustering approach can be very useful when working
with imbalanced datasets or in cases where a particular class
is crucial to classify correctly. These will be topics for our
future work.
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Abstract

In this paper, we propose a new way to carry out fitness evaluation in dynamic
Particle Swarm Clustering (PSC) with centroid-based encoding. Generally,
the PSC fitness function is selected among the clustering validity indices and
most of them directly depend on the cluster centroids. In the traditional fit-
ness evaluation approach, the cluster centroids are replaced by the centroids
proposed by a particle position. We propose to first compute the centroids
of the corresponding clusters and then use these computational centroids
in fitness evaluation. The proposed way is called Fitness Evaluation with
Computational Centroids (FECC). We conducted an extensive set of com-
parative evaluations against the traditional approach. The results show that
FECC leads to a clear improvement in clustering results with the most of
the fitness functions considered in this study. The proposed approach was
found especially beneficial when underclustering is a problem. Furthermore,
we evaluated 31 fitness functions based on 17 clustering validity indices using
two PSC methods over a large number of synthetic and real data sets with
varying properties. We used three different partition similarity measures to
compare the clustering results against the ground-truth data. The top three
fitness functions were Xu index, WB index, and Dunn variant DUs3 applied
using FECC. These indices were consistently performing well for both PSC
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methods, for all data distributions, and according to all the partition simi-
larity measures. Further guidance for improved fitness function selection in
different situations is provided in the paper.

Keywords: Particle swarm optimization, Pattern clustering, Validity index,
Swarm intelligence

1. Introduction

Particle Swarm Optimization (PSO) has global convergence ability and,
due to its stochastic nature, it can avoid local optima. Therefore, it has been
widely exploited to solve complex clustering tasks, where simpler clustering
algorithms, such as K-means, are likely to get stuck into a local optimum
— possibly far from a satisfactory result. PSO can be also used to simul-
taneously optimize the number of clusters. It is known that proper fitness
evaluation is critical to obtain successful clustering solutions. However, the
Particle Swarm Clustering (PSC) fitness evaluation has not received much
attention before. Most novel PSC applications simply adopt their fitness
evaluation approach from a previous work, while in most cases, the results
could be easily improved via minor modifications in the fitness evaluation as
will be shown in this paper.

We propose a novel approach to compute the fitness of a particle po-
sition. We call the approach Fitness Evaluation with Computational Cen-
troids (FECC). It is usable with the most clustering validity index func-
tions (CVIs), each of which can generally be used as the fitness function
for PSC. The idea behind FECC is to replace the particle position in the
fitness function with the true computational centroids of the corresponding
clusters. We conduct a thorough comparison of FECC and the traditional
fitness evaluation with several different CVIs to show the superiority of the
new approach.

Our second objective is to exhaustively investigate which CVIs are the
most suitable fitness functions for PSC. Despite the importance of this ques-
tion, exhaustive comparisons of PSC fitness functions are lacking. While
several general CVI comparisons can be found in the literature, the results
cannot be directly assumed to help in PSC fitness function selection due to
different requirements. In this paper, we will discuss previous CVI compar-
isons and the results relevant for PSC fitness function selection. Thereafter,



we conduct an extensive comparison of PSC fitness functions based on dif-
ferent CVlIs.

As different fitness functions or a different approach to perform fitness
evaluation may be optimal for different data types, we will evaluate the effect
of typical dataset characteristics (true number of clusters, dimensionality,
asymmetric density, overlap, and noise). The results will be analyzed with
statistical significance tests. In the experiments, we use two different PSC
approaches, namely Multi-elitist Particle Swarm Optimization (MEPSO) [1]
and Multi-dimensional Particle Swarm Optimization (MD-PSO) along with
the Fractional Global Best Formation (FGBF) method [2]. Both approaches
use centroid-based particle encoding and can be used for dynamic clustering,
where the optimal number of clusters is searched for simultaneously with the
optimal centroid positions.

The rest of the paper is organized as follows. PSC and the applied PSC
methods, MEPSO and MD-PSO, are briefly described in Section 2. Fit-
ness evaluation in PSC is discussed in Section 3. First, the importance and
problems of selecting a proper CVI as the fitness function are discussed in
Subsection 3.1 and the proposed FECC approach is introduced in Subsec-
tion 3.2. Section 4 introduces a rich set of CVIs considered in this paper along
with previous CVI comparisons. Experimental results are given in Section 5
and, finally, Section 6 concludes the paper.

2. Particle Swarm Clustering

The basic form of the PSO algorithm was introduced in [3] and later
modified in [4]. In the algorithm a swarm of S particles flies stochastically
through an N-dimensional search space where each particle’s position repre-
sents a potential solution to an optimization problem. Each particle p with
current position x, and current velocity v, remembers its personal best so-
lution so far, b,. The swarm as a whole remembers the overall best solution
globally achieved so far, bg. The particles experience attraction toward the
best solutions and, after some time, the swarm typically converges to an
optimum.

Due to its stochastic nature, PSO can avoid some local optima. However,
for the basic form of the PSO algorithm, premature convergence to a local
optimum is a common problem and, therefore, several modifications or exten-
sions of the basic form have been introduced [5], such as the Perturbed PSO
[6], Orthogonal Learning PSO [7], or different local neighborhood topologies



[8], e.g. the Fully Informed PSO [9]. In this paper, we will concentrate on
two different PSO modifications, which can avoid premature convergence to
some extent, namely MEPSO (Section 2.1) and MD-PSO with FGBF (Sec-
tion 2.2).

In clustering, similar to other PSO applications, each particle’s position
should represent a potential solution to the problem. Most often this is real-
ized by encoding the position of particle p as x, = {my 1, ..., my,;,...,m, g},
where m,, ; represents the j (potential) cluster centroid in an N-dimensional
data space and K is the number of clusters. Each element of the K-dimensional
position of the particle x,, is now an N-dimensional position in the data space.
Also different particle encodings have been proposed such as partition-based
encoding [10], where each particle is a vector of n integers, where n is the
number of data items to be clustered and the i** element represents the
cluster label assigned to item i, € {1,..,n}, but only the centroid-based
encoding will be further discussed in this article.

The first centroid-based PSC technique was introduced in [11]. The ma-
jor limitation of the proposed method was the need to manually define the
number of clusters, K, a priori. Another clustering technique proposed in
[12] overcame this limitation by using binary PSO to select which of the po-
tential particle centroids should be included in the final solution, but in this
technique the K-means algorithm was used to refine centroid positions.

Das et al. proposed in [1] an algorithm using MEPSO for both cluster
number selection and the actual clustering. They proposed a particle en-
coding scheme, where each particle has a user-defined maximum number of
cluster centroids along with activation thresholds for each centroid. The ac-
tivation thresholds were optimized simultaneously to optimizing the centroid
positions and they defined which centroids were included in the actual solu-
tions represented by the particle. The same particle encoding was adopted
in [13, 14] for Differential Evolution Particle Swarm Optimization (DEPSO).
A different particle encoding allowing optimization of K was proposed in [2].
Each particle has a position in every solution space dimensionality from K,
to Knax and the proposed MD-PSO algorithm is able to move particles from
one dimensionality to another. More PSO variants applied for clustering are
reviewed in [15, 16].

2.1. Clustering with Multi-Elitist Particle Swarm Optimization

In MEPSO [1], each particle has a growth rate /3,. If the fitness value of
particle p at iteration ¢ is better than at iteration (¢ — 1), f, is increased.
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At iteration t, after the particle fitness evaluations have been performed, all
the particles having a better local best value, b, (), than the previous global
best, bs(t — 1), are moved into a candidate area. The local best having the
highest growth rate is assigned as the new global best, bg(¢). Thus, the new
global best may not have the highest fitness value, but it has improved more
during the last iteration. This can prevent the swarm from gathering too
close to a suboptimal global best solution in an early phase of the search
process. The pseudo-code of MEPSO can be found in [1].

The particle encoding used for MEPSO clustering was also proposed in
[1]. Given a user defined maximum number of clusters, Kyax, the position
of particle p is encoded as & Kiax + Kmax * N vector x, = {Tp1, - - -, Tp Ko
my,...,my, .}, where T,;, j € {1,..., Kpax} s an activation threshold
in the range of [0, 1] and m,, ; represents the j™" (potential) cluster centroid.
If T, ; > 0.5, the corresponding 5% centroid is included in the solution. Oth-
erwise, the cluster defined by the j™ centroid is inactive. The minimum
cluster number is defined to be two. If there are less than two active clusters
in a solution, one or two randomly selected activation thresholds, T}, ; < 0.5,
are re-initialized to a random value in the range of ]0.5,1]. In our imple-
mentation, similar to [13], we also deactivate any cluster having less than
two items by setting its activation threshold to a random value in the range
of [0,0.5] and then check whether the condition on the minimum number of
clusters is still satisfied.

The problem with this kind of particle encoding is that basically each
particle position represents partitions with all the considered numbers of
clusters. Most likely the algorithm will first encounter some decent solutions
with smaller numbers of clusters. The purpose of the algorithm is to grad-
ually guide the particles toward better solutions. However, the same cluster
positions are often not ideal for different numbers of clusters as illustrated in
Fig. 1. If the algorithm first finds a near-optimal solution with two clusters,
just adding a third cluster centroid will not be a good solution with three
clusters. Therefore, this particle encoding creates strong local optima with
lower numbers of clusters and, indeed, underclustering (i.e. finding partitions
with too few clusters) is a common problem.

Originally, MEPSO was proposed with the kernelized CS CVI, but we
found this index computationally too expensive for larger datasets and, there-
fore, it was excluded from this paper.



Figure 1: Possible cluster centroids (stars) for a dataset. Filled large stars form a desired
solution with three clusters and unfilled large stars with two clusters.



2.2. Clustering with Multi-dimensional Particle Swarm Optimization

MD-PSO [2, 17] is an extension of the basic PSO algorithm, where par-
ticles can search for solutions with different dimensionalities within a given
dimensionality range, {dmin, - - - ; dmax }. In order to accomplish this, each par-
ticle has two sets of components, each of which has been subjected to one
of the two independent and consecutive PSO processes. The first one is the
regular positional PSO, which takes place in each particle’s current dimen-
sionality, d,,, and the second one is a dimensional PSO, which allows particles
to move among search spaces in different dimensions. For each dimension-
ality d, the swarm keeps track of the global best position so far achieved,
b?, and each particle p keeps track of its last position xz, velocity Vg and
personal best position bz in that particular dimensionality d so that when
it re-visits the same dimensionality at a later time, it can perform the regu-
lar positional updates using this information. The dimensional PSO process
may then again move the particle to another dimensionality, where it will
remember its positional status and will be updated through the positional
PSO process, and so on. Similarly to the positional PSO, the dimensional
PSO process uses the personal best dimensionality (in which the personal
best fitness score has so far been achieved) of each particle, db,, and the
global best dimensionality, dbg, to attract the particles toward a better di-
mensional solution. Finally, the global best solution in dimensionality dbg,
bgbs , represents the optimal solution and dimensionality, respectively.

Both the basic PSO algorithm and its multi-dimensional extension MD-PSO
suffer from premature convergence to a local optimum particularly when a
high dimensional optimization problem with a multi-modal fitness surface
is encountered. The premature convergence is mainly caused by a loss of
diversity i.e. the particles gather too close to bg in an early phase and lose
their ability to explore new potential solutions. FGBF [2] that is a plug-in
to the (MD-)PSO process can efficiently address the premature convergence
problem. The main idea of FGBF is to create at every iteration an additional
artificial solution b, by combining the best individual elements of particles’
solutions evaluated by fractional fitness scores, f(p,d, 7). This artificial so-
lution is then compared to bg and, if it turns out to have a higher fitness
value, b, will replace bg as the global best. If, on the other hand, the new
solution b, is not better than bg, the latter will be used in the subsequent
iteration. When FGBF is used in combination with MD-PSO a separate
artificial solution, b%, is created for every dimensionality d within the di-
mensionality range {dumin, - - - , dmax} and in every dimensionality b‘f1 solution
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competes with b solution. However, depending on the optimization task,
during the formation of b% it may be possible to combine elements from
particle positions with different dimensionalities (In the clustering case, this
means that cluster centroids can be collected from solutions with different
K).
MD-PSO and FGBF were first applied to clustering in [2] and the method
was also exploited, for example, in [18, 19, 20], where it has been shown that
MD-PSO with FGBF can achieve an optimal clustering performance even in
highly complicated datasets. The particle encoding used is a straightforward
multi-dimensional extension of the centroid-based encoding used in [11], i.e.

xﬁ = {my;,...,m,;,...,m,4}. Now each particle has a position in every
dimensionality d € {dmin, - - -, dmax} and in the d* dimensionality particle

positions represent d potential cluster centroids. The dimensional PSO pro-
cess leads particle towards solutions with a better number of clusters while
the interleaved positional PSO process helps find better solutions with a cer-
tain number of clusters. Having separate solutions for each cluster number,
this particle encoding is not creating similar strong local optima with low
numbers of clusters as the particle encoding used with MEPSO (described
in Section 2.1) and underclustering is not a problem to the same extent.

The objective of the FGBF process is to combine the best individual
elements (cluster centroids in this case) to create artificial solutions b4 to
compete with bg solutions in every dimensionality d € {dmin, - -, dmax}- If
among all possible cluster centroids represented by stars in Fig. 1, one could
combine the unfilled large stars when creating b% and the filled large stars
when creating b?, these solutions could help the PSO process converge to
a better overall clustering solution. However, finding these desired cluster
centroid combinations among all the possibilities is not simple. It is not
feasible to consider all the possible centroid combinations, but if the qual-
ity of a certain centroid is evaluated only locally with respect to the data
items without considering other centroids, undesired solutions are likely to
be obtained. Therefore, the FGBF operation exploits Minimum Spanning
Trees (MSTs) [21] to ensure that the selected centroids represent different
natural clusters. The pseudo-codes and further details of MD-PSO, FGBF,
and their application to clustering can be found in [2, 17].

Originally in [2], the fractional fitness scores for centroids were evaluated
based on their distances to the data items clustered into the corresponding
cluster in the PSO position from which the centroid has been taken. The
main reason to use such approach was that the fractional fitness scores could
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thus be calculated simultaneously to computing the CVI used as a fitness
function (Eq. (2)). Naturally it was not guaranteed that the same data
items would be assigned to the cluster defined by the centroid when com-
bined with different centroids in solution bff,. Nevertheless, this approach
gave a functioning approximation of the centroid quality. In this paper, we
use a slightly different fractional fitness score, f(p,d,j), to approximate the
quality of the centroid defined by the j™ element of particle p’s position in
dimensionality d, Xg,j =m,;

—m, |

M
f(p>daj):Z”XMT (1)
i=1

where xp; represents the i" closest data item to m, ;. Due to computational
simplicity, only data items assigned to cluster C; defined by m,, ; in solution
x, are considered. M = min (10,n;), where n; is the number of data items
assigned to cluster Cj.

3. Fitness Evaluation in Particle Swarm Clustering

3.1. Fitness Function Selection

The quality of a partition produced by a clustering method can be eval-
uated with three types of CVIs: external, internal, and relative. FExternal
CVIs compare clustering results with the ground truth information. As PSC
is usually exploited in situations, where no such information is available, ex-
ternal CVIs are cannot be used as fitness functions. Instead, they provide
a means to evaluate the performance achieved using internal and relative
CVIs as fitness functions in test circumstances where the optimal partition is
known. Internal CVIs evaluate clusters solely based on the data itself. Com-
monly used measures are, for example, cluster compactness and separation.
Relative CVIs can be used to compare two clustering results and to indicate
which one is better. While most external CVlIs are relative, the term usually
refers to internal relative CVIs. In this paper, to avoid any confusion be-
tween internal and external CVIs, we call external CVIs partition similarity
measures.

Most novel PSC techniques or application (e.g. [22, 23]) simply adopt
a certain relative CVI as their fitness function without any justification for
the selection, but in general any PSC technique can be easily modified to



use any CVI as its fitness function. The fitness function selection can signif-
icantly affect the clustering results and should be thus carefully considered.
A poorly selected fitness function will lead to undesired partitions no matter
how advanced the applied PSC technique is. As different CVIs are designed
to address different data distributions, they may lead to completely different
partitions. A certain CVI may be able to handle unbalanced data well, while
having a moderate performance on overlapping clusters. Therefore, it would
be best to select the CVI to be used as a fitness function according to the
data type to be clustered. However, the data properties are usually unknown
to the user of a PSC method. When this is the case, it would be recommend-
able to use several CVIs [14] or a combined CVI [24, 25]. Whether using a
single CVI or a group of CVlIs, it is important to know how these CVIs are
performing on different data types.

Most CVIs work best with spherical clusters having equal number of
data items, but there are mechanisms to accommodate unbalanced data,
anisotropic data distribution, or arbitrarily shaped clusters, while usually
such mechanisms come with a trade-off and the performance may suffer in
other cases. Similar to K-means, in PSC with centroid-based particle encod-
ing, the data space is always partitioned into Voronoi cells. Therefore, it is
not meaningful to use CVIs that are able to handle data with peculiar cluster
shapes or significant anisotropy. On the other hand, the ability to handle
unbalanced data is usually desired.

Furthermore, when the number of clusters is unknown, this raises an
important question: how the selected CVI behaves with varying number of
clusters? It is important to note that not all the CVIs reach their optimal
value for the optimal number of clusters, but for some CVIs different statistics
such as maximum increase/decrease or maximum/minimum of the second
differences, are better suited to detect the optimal number of clusters [26,
27]. However, PSO can only optimize its fitness function and, therefore,
the optimum of the selected CVI should also indicate the optimal number
of clusters in order to simultaneously optimize the number of clusters and
obtain the corresponding optimal partition. For this reason, CVIs which are
performing well in general comparisons may not be successful as PSC fitness
functions.

When considering the behavior of a certain CVI for different numbers of
clusters, it should be also noted that clustering is often used as a part of a
more complicated system (e.g. ECG classification in [28] or training of radial
basis function networks in [19]). Commonly the obtained clusters will be
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afterward labeled or processed in a certain manner and, generally, it is not a
problem to give the same label or treatment for several clusters. Instead, it
is more problematic if the items assigned to a single cluster do not represent
a single natural class. Therefore, if the partitions are otherwise meaningful,
CVIs that have a tendency to suggest too many clusters (i.e. overclustering)
can usually be preferred over those CVIs that are more apt to undercluster.

3.2. Fitness Evaluation with Computational Centroids

Most existing CVIs depend on the cluster centroids in one way or an-
other. As the purpose of the PSO fitness function is to evaluate the fitness
of a particle and in PSC each particle represents a set of candidate cluster
centroids, it seems natural to simply replace the cluster centroids in CVIs
with centroids proposed by particle positions. This approach has been used
e.g. in [2, 11, 13, 29].

However, usually the centroids proposed by particle positions are different
from the computational centroids of the items assigned to the correspond-
ing clusters as illustrated in Fig. 2. We propose to apply FECC, where the
fitness function values are computed using the latter. While the traditional
approach better corresponds with the actual fitness of the particle positions,
the final goal of the PSC process is to find a dataset partition i.e. a cluster
label for each data item. Therefore, it can be argued that, if two candidate
sets of centroids result in the same final data partition, their fitness should
be the same. In a situation similar to that in Fig. 2, the clustering process
using the traditional way to compute the fitness score would most probably
later converge so that particle positions and computational centroids match,
but the computational effort required would be wasted in the sense that the
final data partition would not further improve. Using FECC this compu-
tational effort is saved. In real clustering problems, clusters are commonly
not that well separated and moving the particle positions to match with the
computational centroids would result in different cluster memberships (this
is a well-known fact from the functioning principle of K-means). We believe
that in such situations FECC has a greater potential to guide the PSC pro-
cess toward better partitions. With the traditional approach, a promising
partition may be penalized and lost only because the particle positions are
somewhat outside the data distribution.

FECC can be used with any PSC method, where fitness evaluation is
performed using a CVI depending on the cluster centroids, as the only modi-
fication needed is the computation of the mean of the data items assigned to
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Figure 2: Centroids proposed by a particle position and computational centroids of items
belonging to the corresponding clusters usually differ
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a certain cluster before computing the value of the selected CVI. In some ear-
lier PSC applications, FECC has been possibly used, as the details of fitness
evaluation are often discarded, but to the best of our knowledge, it has not
been specifically proposed, evaluated, or compared against the traditional
fitness evaluation in any earlier publication.

4. Clustering Validity Indices

4.1. CVI Definitions

In this section, we introduce the 17 CVIs selected for comparative evalu-
ations. All the selected indices except SIL, Dunn, and Ratkowsky & Lance
directly depend on the cluster centroids and they are used in fitness evalu-
ation in the traditional way and with the FECC approach. The considered
fitness functions are listed in Table 1. The FECC version is denoted with an
asterisk after the abbreviation (e.g. BH*). As PSC fitness functions, CVIs
are minimized even if another approach (e.g. knee-point detection) would
better indicate the optimal number of clusters. The indices to be maximized
are negated. Below, the formulas and explanations for all the CVIs are given.
The notations used in the CVI formulas are defined in Table 2.

A CVI commonly used with particle swarm clustering (e.g. in [1, 29]) is
the quantization error defined as

op- >y eml @)

i=1 xeC;

Lower values of the quantization error indicate better partitions.
Ball & Hall index ([30]) is simply the average distance of each item to
their respective cluster centroid:

BH =53 |x—m. ®)

i=1 xeC;

Lower values of the index indicate better partitions. When this index has
been previously used to decide the number of clusters, the maximum differ-
ence between two hierarchy levels has been typically used as the indicator of
the best number of clusters [31, 32].

Several commonly used CVIs aim at minimizing the within-cluster sum-
of-squares, ssw. Many of them also simultaneously attempt to maximize the
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Table 1: PSC fitness functions compared in this article. Asterisks denote FECC approach.

Notation CVI Formula
QE,QFEx Quantization error (2)

BH, BHx Ball & Hall index (3)

CH,CHx Calinski-Harabasz index (4)

HA, HAx Hartigan index (5)

Xu, Xux Xu index (6)

W B, W Bx WB index (7)

RL Ratkowsky & Lance index (8)

SIL Silhouettes index (9)

I, Ix I index (12)

DB, DBx Davies-Bouldin index (14)
mDB,mDBx Modified DB index (17)

[T Normalized modified Hubert ' index (18)
CS,CSx CS index (19)

DU Dunn index (20)

DUss, DUs3x  Dunn variant DUss (23) and (26)
DUss, DUssx  Dunn variant DUss (24) and (26)
DUss, DUssx  Dunn variant DUss (25) and (26)
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Table 2: Notations used i

Explanation

1 CVI formulas
Notation and formula

Set of all items
Total mean vector

Number of items
Data dimension
Number of clusters

Number of items in cluster C;
Centroid of cluster C;

Sum-of-squares for cluster C;
Within-cluster sum-of-squares

Between-cluster sum-of-squares

Total sum-of-squares
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between-cluster sum-of-squares, ssb. Since the total sum-of-squares, sst =
ssw + ssb, is constant for a given dataset, these objectives are overlapping
[33]. This group of CVIs includes Calinski-Harabasz index or CH index
(as given in [31])

ssb n—K
=" 4
¢ s5w X K-1 (4)
Hartigan index (as given in [31])
HA = log 55 (5)
ssw
Xu index [34]
ssw
Xu—Nlog( Nn2>+logK (6)
WB index [35]
ssw
B=kK>"
W ssb )

and Ratkowsky & Lance index (as given in [31, 36])

N ss
RL = M (8)
VK
where ssby and sstg are separately computed for each dimension of the data.
In our experiments, we removed any dimension for which sst; = 0 for this
index. As evident from the definitions, CH, Hartigan, and Ratkowsky &
Lance indices are to be maximized, while Xu and WB indices should be
minimized. In [31, 32], the optimal number of clusters is directly decided
using the maximum value of CH and Ratkowsky & Lance indices, while
for Hartigan index the maximum difference is used. In [26], the second
differences are also used for CH and Ratkowsky & Lance indices, but in
that study the definition of Ratkowsky & Lance index was given without
the denominator /K in Eq. (8). The inventors of WB index [35] claim that
it should determine the optimal number of cluster directly by its minimum
value, while for other ssw-based indices a knee-point is a better indication.
Silhouettes or SIL index [37] can be computed as the average of sil-
houette widths s; of all data items x;,

1 & I~ b —ay
SIL==-Yg=-Y 2% 9
n;S n;max(ai7bi) (9)
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where a; is the average distance of item x; to the other items belonging to
the same cluster C},

— x| (10)
xkECJ,
ki
and b; is the minimum average distance of item x; to the items belonging to
some other cluster Cy,

b; = hE{I}nnK} o Z x; — x| (11)
#j xeCy,

If there is only a single item x; in a cluster, s; is set to zero. Thus, for each
data item x;, —1 < s; < 1. When s; is close to 1, item x; is well clustered,
i.e. it is significantly closer to items in its own cluster than items in any other
cluster. When s; is close to -1, item x; has been clearly misclustered. Thus,
larger values of SIL index indicate better partitions.

I index [38] is defined as

1 By i
1= i j 12
(e, o, ) (12)
where p > 1 (following [38], we set p to 2) and

=303 Ix—mi. (13)

i=1 x€C}

Thus, FE; is constant for a given dataset. It is used as a "normalizing factor”
to avoid extremely low index values. Partitions with larger values of I index
are preferred.

Davies-Bouldin index or DB index [39] is one of the classical validity
indices. It attempts to minimize the intra-cluster distances and maximize
the inter-cluster distances for each cluster C; as follows:

K
1 €; + €.
DB =— max ) 14
K ;je{l,...,}(},]‘# ( Mij ) ( )

where e; is the dispersion of cluster Cj,

- (i > fm, xq>q 15)

XECi,
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and M;; is the distance between the centroids of clusters C; and Cj,

N v
M;; = (Z |miq — mjd|p> . (16)

d=1

The minimum value of DB indicates the best partition. We set ¢ = 1 and
p = 2 similar to [31, 32, 40].
The modified DB index [41] is defined as

max;_1, .k 4 (€ + €;)
ming_1,_x ki (Mir)

K
1
DB = — 1
m K; (17)

where ¢ = 1 and p = 2 are used in Eq. (15) and Eq. (16).
The normalized modified Hubert I" index [42] is defined as

Z Z ﬂP QU MQ) (18)

opo
11]14—1 PYQ

where M = n(n—1)/2, P is the proximity matrix of the dataset, Q is a n xn
matrix, whose element @);; is the distance of the centroids of the two clusters,
which include data items x; and x;, up, pg, op, and og are the means and
variances of P and () matrices. Higher values of the index indicate better
clustering results. According to [43], knee-point detection should be applied
for this index to decide the optimal number of clusters.

CS index [44] is defined as

K
2 <n > max|x; le)

i=1 x;€C; *
oS =" i (19)
K
Imn m; —m;
; sefpin, I il
j#l
and lower values of the index indicate better partitions.
Dunn index [45] is defined as
et (G C)
DU _ )€1, 1 20
max  A(Cy) (20)
ke{l,...,K}
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where §(C;, C)) is the distance of two clusters C; and C; defined as

0(C;, Cj) = _min ||X yll (21)

xeCyy
and A(CYy) is the cluster diameter defined as

A(Cr) = max |lx —yl|. (22)

Higher values of the index indicate better partitions.

Bezdek and Pal [43] proposed five alternative ways to compute 6(C;, C;)
and two alternative ways to compute A(C}). Different combinations of the
original and alternative formulas give 17 variants of Dunn index. The fol-
lowing alternatives for cluster distance and cluster diameter were shown to
yield some of the best results:

92(C;, Cj) = Ix =yl (23)
xeC EC

55(C;, C)

yll (24)

xeC’L yeCj

35(Cy, Cj) = Dol —myll+ Y [y —my| (25)

Tn; n;
+ J xeC; yeC;

and
2 oxec, |1x — my|

A (Ck) =2
3( k) Ny

(26)
In this paper, we will consider variants DUs3, DU33, and DUs3.

4.2. Earlier CVI Comparisons

4.2.1. Description of Comparative Evaluations

Over the years, several comparative studies over different CVIs have been
published. In a classical study of Milligan and Cooper [31], 30 different CVIs
were compared. They applied hierarchical clustering using only simple arti-
ficial datasets which contained at most five distinct nonoverlapping clusters.
Each dataset had only 50 items and data dimensionality was set to 4, 6, or 8.
Both balanced and unbalanced classes were considered. Milligan and Cooper
mainly compared CVIs in terms of the numbers of clusters suggested by
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them, but they also verified using the Jaccard index and the Adjusted Rand
statistic that the obtained partitions exhibit desired properties. Another ex-
tensive CVI comparison by Dimitriadou et al. was published in [26]. In this
study, 15 CVIs were compared over 162 12-dimensional binary datasets us-
ing K-means and Hard Competitive Learning (HCL). Each dataset had 6000
items, the optimal cluster number was 4-6 and both balanced and unbalanced
classes were used. Besides the number of clusters obtained, Dimitriadou et
al. compared CVIs in terms of absolute and relative profile identification as
well as classification rate. Many other CVI comparisons, which use more
complicated datasets including real-life datasets, just adopt the assumption
that the obtained clusters exhibit desired properties if the suggested cluster
number is correct without separately verifying the assumption [43, 46, 47, 48].
This approach is criticized in [32, 49].

Vendramin et al. [32] state that CVIs should not be compared using only
resulting cluster numbers, because beside the (near)optimal partition with
the correct cluster number, there exist naturally several suboptimal parti-
tions with the same number of clusters. Thus, finding the correct number of
clusters may not guarantee a high quality clustering. Similarly, they state
that the error made by a certain CVI should not be measured in terms of the
absolute difference between the suggested cluster number and the optimal
cluster number, because it is possible that a partition with a wrong cluster
number is still closer to the optimal partition than a partition with the cor-
rect number of clusters. Furthermore, they criticize the common approach
to assess each CVI solely based on the correctness (with respect to the num-
ber of clusters) of the partition elected as the best one according to that
index. They state that it is also important to assess whether the indices can
meaningfully rank the suboptimal partitions. As an overall solution to these
concerns, they propose that for each dataset one should generate several par-
titions with varying qualities and numbers of clusters, compute CVI values
for each partition, and finally evaluate the correlation between the CVI val-
ues and the values obtained using a partition similarity measure to evaluate
the similarity with the ground-truth data. In [32], the classical study of [31]
was first reproduced with 40 different CVIs and with a different criterion to
select the optimal number of clusters. The new criterion they adopted was
the difference between hierarchy levels. Then the same CVIs were compared
on the same datasets using the proposed comparison protocol. The results
were indeed quite different. Finally, they conducted a more comprehensive
comparison on 972 datasets of 500 items using the proposed approach. In
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this larger comparison only 14 CVIs were considered.

Gurrutxaga et al. [49] share the concerns mentioned above over the method-
ology commonly used in CVI comparisons, but they formulate their concerns
somewhat differently. As the main problem, they see "the algorithm cor-
rectness assumption”, i.e., the assumption that, if an algorithm can produce
partitions with different cluster numbers, it will produce them so that the
partition with the correct cluster number fits the data better than any other
partition. If this is not true and a partition with a wrong cluster number is
closer to the optimal partition, it is not fair to assume that CVIs should be
able to still predict the correct number of clusters. Therefore, Gurrutxaga et
al. suggest that instead of comparing CVlIs in terms of the cluster number,
one should compare the similarity of the correct partition and the partition
receiving the highest CVI value using a partition similarity measure. To get
more robust results, they suggest combining the results obtained by several
similarity measures, several clustering algorithms, and using several different
datasets with varying properties. In [49], they compare seven well-known
CVIs over seven synthetic datasets and three datasets from real applications
using both traditional and proposed methodologies. The results show that
the obtained CVI ranking is indeed different with different methodologies.
In [40], the proposed methodology was applied to compare 30 CVIs over 720
synthetic and 20 real datasets.

While we agree with the above principles, our objectives are naturally
somewhat different than those discussed in [32, 49]. Both works attempted
to find out, which CVI can select the best partition among several possible
partitions or rank these partitions, while we want to know which CVI can
be most successfully used for fitness evaluation in PSC. Nevertheless, the
above listed reasons explain, why the CVI ranks obtained in earlier compar-
isons are varying significantly and why the majority of the results may not
really describe which CVlIs produce best partitions. Furthermore, it can be
concluded that the best ranking CVIs in general comparisons may not be
the ones most suitable for fitness evaluation in PSC. Thus, the most rele-
vant CVI comparison for this study has been published in [14]. In this work,
the authors compared 8 common CVIs over 6 synthetic and 4 real datasets
using DEPSO for dynamic PSC. Beside the cluster number, they used four
different partition similarity measures to evaluate the quality of the obtained
partitions.
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4.2.2. Overview of Earlier Comparison Results

An overview of the results obtained in the earlier comparisons of the CVIs
introduced in Section 4.1 is shown in Table 3, where lighter color means a
better relative performance in the comparison and 'X’ means that the CVI
was not considered at all in the comparison. As explained above, the applied
methods and evaluation criteria vary a lot and, therefore, a clear comparative
evaluation of the results from different comparisons is not meaningful. Also
it should be noted that the ranks shown in the table are somewhat arbitrary.
The rank may be based on only one of several criteria and in some cases
the differences between the CVIs were insignificantly small, but we still used
them to rank the CVlIs.

Quantization error has not been considered in the earlier comparisons.
Ball & Hall index was not successful in the classical study of Milligan and
Cooper [31]. However, when the study was reproduced in [32] with a different
criterion to decide the optimal hierarchy level this CVI became one of the
best in the comparison (6a). With the new comparison approach proposed
by Vendramin et al., this CVI was less successful (6b). In [26, 35], a different
formula was used for Ball & Hall index (%3).

Among CVIs aiming at minimizing ssw, CH index was the winner of
the classical comparison study of [31] and it has been successful also in the
later comparisons. Interestingly, the index has produced good results when
used either with the maximum [31, 32] or the maximum difference [26, 35]
as the indicator of the optimal number of clusters. Hartigan index has not
been among the top CVIs in any of the previous comparisons. Ratkowsky
& Lance and Xu indices were the top two overall performers in the com-
parison of [26], but in that study the definition of Ratkowsky & Lance index
was given without the denominator vK in Eq. (8). Ratkowsky & Lance
index was also ranked high in [32], when the proposed comparison approach
was used (6b), but further analysis carried out by the authors showed that
the success was misleading and the index was dominated by the number of
clusters. In [31], Ratkowsky & Lance was ranked below average. WB index
has not been considered in extensive comparisons, but in the original paper
[35] it outperformed several other indices, when the ability to find the correct
number of clusters was evaluated.

SIL index has been the best performing CVI in several comparisons [14,
32, 40], but it is also among the computationally most complex indices [32].
Also I index has been relatively successful in recent comparisons [14, 32]. In
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Table 3: An overview of results obtained in earlier CVI comparisons. Lighter color means
better relative success.

MDD <=8 32,23, oo d 33
O’momxgmaHQ@hogagB
1 X X XX X X X X X X XX
2 X X X X X X X X X X X
3 X X X X XX X X X X X X X X
4 X X X X X X X X X X M X
5 X X X X X X X X X X X X X
6a X X X IR X X X
6b X X X X X X X X X
6c X X X X X X X X X X
7 X X X X X X X X X
8 X X X X X X X X X X X X X X
9 X X X X X X X x. X N
10 X- - X X X X X X X
' [31]
2 [26], ranking based on Table 2
3 147], ranking according to the overall number of runs where the true
cluster number was found on the first 4 datasets
% [43], ranking based on Table VIII
% [48], ranking based on Table 2

6 [32] a) ranking based on the reproduced study of Milligan and Cooper,
Table 9, b) ranking based on the same comparison with the proposed
approach, Table 10, ¢) ranking based on the more comprehensive com-
parison with the proposed approach, Table 17

7 [40], ranking based on Table 2

8 [49], ranking based on Table 4

9 [14], ranking based on average rank in Table IV

1035], ranking based on Table 2
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[31, 32, 40], DB index was used setting ¢ = 1 and p = 2, while in [26], e; was
replaced by ssw;. In all these comparisons, DB index was among the upper
mid-level performers. In the extensive comparison of [40], also a modified
version introduced in [41] was evaluated and found to be performing better
than the original version. The normalized modified Hubert I"' index has
been considered only in [43], where it was an average performer. CS index
has been evaluated in [14] and [40] to have worse than average performance.

In most earlier comparisons, Dunn index has not been among the best
performing CVIs (e.g. [40, 32]), whereas in [14, 49] it was relatively suc-
cessful. In [43], [32] (6a), and [40], the considered Dunn variants clearly
outperformed the original Dunn index. A contrary result was obtained in
[14] were the original Dunn index was better than DUsz and DUss variants.

5. Experimental Results

5.1. Partition Similarity Measures

We use three different partition similarity measures (external CVIs) to
evaluate the similarity of the ground-truth partitions and the obtained parti-
tions: the Jaccard index [50], the Adjusted Rand index [51], and the labeling
error. If P,.y is the ground-truth partition and Ppgo is the partition ob-
tained by PSC, for each pair of items x;,x;,7 # j there are four possible
cases: 1) they belong to the same cluster in both P,., and Ppgo, 2) they
belong to the same cluster in P, but different clusters in Ppgo, 3) they
belong to different clusters in P,..q;, but to the same cluster in Ppgo, or 4)
they belong to different clusters in both P,.y and Ppgo. If a, b, ¢ and d
are used to denote the number of item pairs for each case, respectively, the
Jaccard index can be defined as

Jaccard = af(a+ b+ c) (27)
and the Adjusted Rand index as

AR = M(a+d)— ((a+b)(a+c)+ (c+d)(b+d))
M2 —((a+b)(a+c)+ (c+d)(b+d)

(28)

where M = a+b+c+d. The Adjusted Rand index is corrected for randomness
so that its values around zero indicate that the similarity of two partitions
could be due to chance. For (near) perfectly agreeing partitions, the Adjusted
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Rand index value is (close to) one. The value can also be less than zero,
indicating less than chance agreement between partitions.

To compute the labeling error, we label each cluster in Ppgo according
to the majority P,.q label present and, using these cluster labels, we com-
pute the percentage of mislabeled data items. We do not care about the
number of clusters when computing the clustering error, i.e., in an extreme
case one could assign each data item into a different cluster and still ob-
tain a zero percent labeling error. However, the defined dimensionality range
{dmin, - - - , dmax } limits the maximum number of clusters to be dp.x and sub-
jectively we feel that for many real life applications it does not matter if the
obtained cluster number, Kpgp, is higher than the optimal, K., as long as
Kpso << n and the labeling error is low.

5.2. Datasets

We created 720 synthetic datasets using the methodology introduced in
[40]. All the datasets are sampled inside a fixed hypercubic window defined by
coordinates {0,0,...,0} and {50,50,...,50}. Similarly a reduced sampling
window defined by coordinates {3,3,...,3} and {47,47,...,47} is used to
sample the cluster centroids. Once a cluster centroid, m; has been chosen, all
cluster items are drawn from a multivariate normal distribution with mean
m; and identity covariance matrix. Any item outside the sampling window
is resampled.

The datasets cover all the possible combinations of the parameters given
in Table 4. The meaning of the number of clusters, K, and the dimensionality,
d, is obvious. If the density, den, is set to 1, all the clusters have n;, items.
If the density is set to 4, the first cluster has 4 % ny;, items, while all the
other clusters have n,,;, items. This produces a density asymmetry, because
different numbers of items are located in the approximately same volume.
When the overlap, ov, is bounded, all the cluster centroids are drawn from a
uniform distribution inside the reduced sampling window. If the strict overlap
is used, the first centroid is similarly drawn from a uniform distribution
inside the reduced sampling window, while the remaining centroids are set to
random points located at distance 2% ov from a randomly selected previously
created cluster centroid, my. For both overlap types, all the cluster centroids
must be separated by the minimum Euclidean distance of 2 x ov, i.e., if Ji #
J, |lm; —m;|| < 2% ov, or the newly created centroid, m;, will be resampled.
If a noise level, nl, greater than zero is used, nl* N’ noise items are randomly
drawn from a uniform distribution inside the sampling window, where N’ is
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Table 4: Parameters of the created synthetic datasets. All possible combinations were
used.

Parameter Values

Number of clusters, K 2,48

Dimensionality, d 5,10,20

Density den 1,4

Minimum number of items per cluster, ny;, | 100

Overlap, ov 2 (strict), 5 (bounded)
Noise level, nl 0, 0.1

the number of non-noise items in the dataset (N’ = nmin * (den + K — 1)).
Using each parameter combination we created 10 datasets, resulting in a
total of 720 synthetic datasets. For further details regarding the synthetic
dataset creation process, the reader is referred to [40].

Similar to [40], we also evaluate fitness functions on 20 real datasets ob-
tained from UCI Machine Learning Repository [52]. The characteristics of
the datasets used in this paper are shown in Table 5. All the dataset val-
ues were normalized between 0 and 1. As the use of benchmark classification
datasets to evaluate clustering algorithms may be misleading [53], we concen-
trate mainly on thorough analysis of the fitness function behavior on different
synthetic datasets and only briefly examine whether the results are similar
on the selected real datasets.

5.3. Experimental Setup

The parameters for the MD-PSO and MEPSO processes were set as fol-
lows: The swarm size, S, was set to 100 and the number of iterations to 200.
The dimensionality range {dmin,- - -, dmax} was set to {2,...,15} and the
dimensional velocity range {dvmin, - - -, dUmax }, to {—4,...,4} for all the ex-
periments. The positional search space range (Xmin, Xmax) Was set according
to the data values so that each element of potential cluster centroids, m,, ;,
defined by particle position x, can vary withing the data range [Zmin, Tmax]
(i.e., [0,50] for synthetic datasets and [0, 1] for real datasets). The posi-
tional velocity range, (Viin, Vimaz) Was always set similarly with respect to
[—Zmax/10, Zpmar/10]. The inertia weight w(t) is linearly decreased from 0.9
to 0.4 during iterations of a MD-PSO run. The acceleration constants ¢; and
¢y in are set to 2 as originally suggested in [3, 54] and used widely thereafter

[55).
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Table 5: Characteristics of the real datasets obtained from UCI repository

Dataset No. of objects Dimensionality No. of classes
Banknote auth. 1372 4 2
Breast tissue 106 9 6
Breast Wisconsin 569 30 2
Dermatology 366 33 6
Ecoli 336 7 8
Glass 214 9 6
Heart Cleveland 297 13 5
Tonosphere 351 34 2
Iris 150 4 3
Movement libras 360 90 15
Parkinsons 195 22 2
Pima Ind. Diabetes 768 8 2
Seeds 210 7 3
Segmentation 2310 19 7
Vehicle 846 18 4
Vertebral column 310 6 3
Vowel context 990 10 11
Wine 178 13 3
Winequality red 1599 11 6
Yeast 1484 8 10
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For each examined fitness function, we run both MEPSO and MD-PSO 10
times for each synthetic dataset and 100 times for each real dataset. Then we
compute the average performance scores using each partition similarity mea-
sure for each evaluated fitness function on each dataset. For each dataset, we
rank the fitness functions based on their performance and finally we evaluate
the overall results using the average ranks as recommended in [56].

5.4. Results of Comparative Evaluations

The overall results for synthetic datasets are given in Fig. 3. The top
five fitness functions in our comparison are all using the proposed FECC
approach, along with Xu, WB, Dunn variant DU,s, Ball & Hall, and CH
indices. Also for the majority of the other CVIs, which can be applied using
FECC, the FECC approach has produced better results than the traditional
way to carry out fitness evaluation. This is a significant outcome suggesting
that the previously applied PSC algorithms can generally be improved by
simply modifying the algorithms to use FECC.

The top two fitness functions in Fig. 3 are interesting. Xu index was
ranked second by [26], but it has not been considered in more recent com-
parisons. WB index is a relatively new index and it has not been previously
considered in any major CVI comparisons. For the other top performing fit-
ness functions there are more comparison results available. Ball & Hall index
and Dunn variant DUg3 were successful also in the comparison conducted in
[32] and CH index has been consistently successful in many comparisons.

Figure 3: Average ranks over all synthetic datasets, all partition similarity measures, and
both PSC algorithms

In Fig. 4, we show the average ranks based on a single partition similarity
measure at a time. It can be seen that for most fitness functions almost the
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same ranks have been obtained using different partition similarity measures,
but some fitness functions are ranked clearly higher when the labeling error
is used as the evaluation method. Such fitness functions include Ball & Hall,
Hartigan, quantization error, and I" index with FECC and at some level Ball
& Hall, Hartigan, and quantization error applied the traditional way. As
explained above, a better ranking obtained using the labeling error probably
means that the CVIs tend to overcluster. While the other used partition
similarity measures penalize overclustering, the labeling error can still find
the partition successful, if the clusters are uniform.

30
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15 M Jaccard

D Adjusted Rand
10

W Labeling Error

Xu*
DU33
mDB
DUS3

WB*
DU23*

Figure 4: Average ranks over all synthetic datasets and both PSC algorithms obtained
using different partition similarity measures for evaluation

In Fig. 5, we show the average ranks separately for the MEPSO and
MD-PSO algorithms. As the main difference between the two algorithms
is in their way to select the optimal number of clusters, we show also the
average errors on the number of clusters found in Fig. 6 for the MEPSO al-
gorithm and Fig. 7 for the MD-PSO algorithm. In Fig. 8, we show the number
of times each fitness function proposed the correct number of clusters with
each PSC algorithm. Figures 6-7 do confirm that the particle encoding used
with MEPSO often leads to underclustering, while for MD-PSO the average
cluster number is clearly higher. The figures also show that FECC almost
always (the only exception being CS index for MEPSO) results in higher
cluster numbers than the traditional way of fitness evaluation. Thus, it is
not surprising that, according to Fig. 5, FECC is relatively more successful
with MEPSO. The difference is clearest for Ball & Hall, Hartigan, quanti-
zation error, and I' index, which were already found to have a tendency to
overcluster.
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Figure 5: Average ranks over all synthetic datasets separately for both PSC algorithms

Figure 6: Average error on the number of clusters found when using the MEPSO algorithm
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Figure 7: Average error on the number of clusters found when using the MD-PSO algo-
rithm
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Figure 8: Number of runs out of 7200, when the correct number of clusters was found
with each PSC algorithm

Fig. 8 clearly shows that evaluating fitness functions based on their ability
to find the correct number of clusters would result in quite a different ranking.
For example, SIL index and I and Davies-Bouldin indices with FECC would
be ranked clearly higher, while Ball & Hall index would be among the poorest
performing indices. Most fitness functions produce slightly more often the
correct number of clusters with the MD-PSO algorithm, but the opposite is
true for those fitness functions resulting in overclustering in Fig. 7.

For Ball & Hall, Hartigan, and I" indices, the previous works have rec-
ommended using the maximum difference to find the correct cluster number,
which is not followed when they are used as PSC fitness functions. Indeed,
the number of correctly proposed cluster numbers is low for all of these.
Nevertheless, these indices are ranked higher than several indices with a bet-
ter ability to detect the correct cluster numbers. This is true even when
evaluated by the Jaccard index or the Adjusted Rand index, which penalize
overclustering. Thus, their ability to locate proper cluster centroid positions
must be competitive and they are good fitness function choices especially
when overclustering is not a problem. Also CH and Ratkowsky & Lance
indices were used with the maximum difference in [26]. Ratkowsky & Lance
is among the poorest cluster number detectors, but especially the FECC ver-
sion of CH index is one of the top indices, when evaluated according to its
ability to find correct cluster numbers.

In figures 9-13, the average ranks are shown individually for each dataset
property listed in Table 4. All these results are computed over all the parti-
tion similarity measures and both PSC algorithms. It should be kept in mind
here that even if a fitness function yields a better ranking with more difficult
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data properties (e.g. with overlap or noise) it does not mean that its absolute
performance is better in those cases. The performance of all fitness functions
suffers from noise or overlapping clusters, but some suffer relatively less than
others and, therefore, their average ranks get higher in these cases. Fig. 9
shows that the most of the top 5 fitness functions (Xu, WB, Dunn variant
DUy, and CH indices with FECC) are consistently top performing for all
numbers of clusters. Both versions of Ball & Hall, Hartigan, and quantization
error and I' index with FECC have higher ranks when the number of clusters
increases. This is not surprising as for K = 8 they undercluster less likely
than other fitness functions as shown in Fig. 7. Data dimensionality does not
have a significant influence on the fitness function ranking as shown in Fig. 10.
Data density affects the fitness function ranking even less (Fig. 11). Overlap
and noise have a larger impact on the fitness function ranking. Fig. 12 shows
that SIL index and I, Davies-Bouldin, Dunn variant DUs3, and the modified
Davies-Bouldin with FECC suffer relatively the most from the overlapping
clusters, whereas especially Dunn variant DUg3 with both approaches, Ball
& Hall with FECC, and WB and CH indices with the traditional approach
have higher ranks when clusters are overlapping. Similarly, Fig. 13 shows
that one or both versions of Xu, WB, CH, and the normalized modified Hu-
bert I' indices lose ranks when noise is introduced, while Ball & Hall, Dunn
variant DUy, and Hartigan with FECC and quantization error with both
approaches are ranked higher. Interestingly the simplest index, Ball & Hall
performs always relatively better when the clustering task gets more difficult
in some way.
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Figure 9: Average ranks over synthetic datasets with different cluster numbers

Finally, figures 14-16 show the average ranks on the real datasets. Now
WB index with FECC has the overall best performance. The second place

32



Wk K% E S g % 2 x L % 3 @ @ T WX X T X %X F D QY @ moam

S @ oI T Lo« i) = % N o & o o o O 8 ®ma n

X 2 94 @0 IYo*T 353093 8“3 38d¢0 2 g 2
2 3 2 EiC 8 F8

Figure 10: Average ranks over synthetic datasets with different data dimensions
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Figure 11: Average ranks over synthetic datasets with different cluster densities
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Figure 12: Average ranks over synthetic datasets with and without overlap
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Figure 13: Average ranks over synthetic datasets with and without noise
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is occupied by Ratkowsky & Lance index, which was not among the top
performers for synthetic datasets. These results must be interpreted with
caution and with some reserves. For example, it is possible that a class
consists of several natural clusters (groupings in the feature domain) and,
therefore, the best clustering result may not coincide with the best classifi-
cation result. From Fig. 15 we conclude that such a scenario likely occurs
at least for some datasets. In that case the labeling error could be low for
indices that tend to overcluster, if they correctly detect the natural clusters,
but the scores of the other partition similarity measures would suffer signifi-
cantly. Fig. 15 shows that for certain fitness functions (e.g. Xu*, BH*, BH,
HA* HA) the rank based on the labeling error is clearly better than the
ranks based on the Adjusted Rand or Jaccard indices. Fig. 16 shows that
there are no major differences between the two PSC algorithms.

25

Figure 14: Average ranks over all real datasets, all partition similarity measures, and both
PSC algorithms
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Figure 16: Average ranks over all real datasets separately for both PSC algorithms
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5.5. Statistical Evaluation of Results

We first evaluated whether the differences between the compared fitness
functions are statistically significant overall. We used the Friedman test as
recommended in [56]. The results confirm that the differences are statisti-
cally significant when all the datasets are considered. The differences are
statistically significant without exceptions also when the results are sepa-
rately evaluated for each subset of datasets selected so that they share a
data property (i.e., similar to separate cases handled in figures 9-13).

Next, we conducted a pairwise comparison between each pair of fitness
functions by applying Wilcoxon Signed-Ranks test [56]. We evaluated the
statistical significance of the observed differences separately for each partition
similarity measure and for both PSC techniques. In Table 6, we show the
cases where the difference between the two fitness functions is statistically
significant according to at least 2 partition similarity measures. A negative
number denotes that the lower ranked fitness function is statistically better
in that case. The results for each pair of fitness functions using the same CVI
with the traditional and FECC approaches are bolded. In the upper triangle,
the results are given for MD-PSO and in the lower triangle for MEPSO.

In the most cases, the differences between the fitness function pairs are
statistically significant according to all the applied partition similarity mea-
sures. The above discussed differences between the two PSC algorithms are
also statistically visible. For MD-PSO algorithm alone, the ranks would be
worse, e.g., for Ball & Hall, Hartigan, and quantization error applied using
FECC, which is shown by negative values against some other fitness func-
tions. Similarly, for MEPSO the ranks would be worse, e.g., for WB, Dunn
variant DUss, and CH applied using the traditional approach. There are
also significant differences between the considered partition similarity mea-
sures and sometimes opposite statistically significant difference is detected
with different measures. The labeling error, for example, does not penalize
overclustering but penalizes underclustering more than the other measures,
which may lead to opposite ranking of under /overclustering fitness functions.

The bolded significance evaluation results between the fitness function
pairs applied using both the traditional and the FECC approaches over the
same CVI show that in the most cases (Xu, WB, CH, I, Davies-Bouldin,
modified Davies-Bouldin, CS, Dunn variants DUz, DUssz, and DUss) the
FECC approach is better for both PSC algorithms with a statistical signifi-
cance according to all the three partition similarity measures. For MEPSO,
this is true also for Ball & Hall and quantization error. In the remaining
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Table 6: Number of partition similarity measures having a statistically significant differ-

ence between the two fitness functions according to Wilcoxon Signed-Ranks test with a
0.05 significance level. The number is shown only when two or three measures agree on

the significance. Negative numbers mean that lower ranked fitness function is better. In

the upper/lower triangle, the numbers for MD-PSO/MEPSO are given.
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6 cases, the partition similarity measures are not unanimous. There is no
such case, where the traditional approach would be evaluated better with a
statistical significance by all the measures.

We further analyzed the difference of the traditional and proposed FECC
approaches by applying Wilcoxon Signed-Ranks test separately for each test
case from figures 9-13. There are 12 different cases and in each case 3 different
partition similarity measures are used as explained. Thus, the total number
of analyzed comparisons between each fitness function pair is 36 per PSC
algorithm. Table 7 shows how many times either approach was evaluated to
perform better with a statistical significance for the MEPSO algorithm and
Table 8 for the MD-PSO algorithm. The results support the above conclu-
sions. For most fitness function pairs FECC is significantly better in almost
all the cases and for both PSC algorithms. For Ball & Hall, the normalized
modified Hubert T', Hartigan, and quantization error the difference is not
so clear. Further analysis shows that in all the cases where opposite sig-
nificances are detected, the labeling error generally favors FECC, while the
other partition similarity measures more often favor the traditional approach.
FECC is more successful also in the most difficult situations. When there
is noise present, all the partition similarity measures always find the FECC
approach better with a statistical significance. The same is often true also
for overlapping clusters and larger numbers of clusters. When the clustering
task is more difficult, there are more local optima and it is more probable
to get stuck in a local optimum in lower dimensions. FECC seems to be
beneficial is such situations.

Table 7: Number of test cases where the traditional fitness evaluation or FECC performs
statistically better according to Wilcoxon Signed-Ranks test with a 0.05 significance level
for the MEPSO algorithm. The total number of cases is 36.

Xu WB BH DU23 CH I' HA

Traditional approach better 0 0 6 0 0 7 7
FECC approach better 36 36 27 36 33 18 18

I DB DU33 mDB DU33 QE CS

Traditional approach better 0 2 0 2 0 5 2
FECC approach better 36 33 33 33 35 23 28
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Table 8: Number of test cases where the traditional fitness evaluation or FECC performs
statistically better according to Wilcoxon Signed-Ranks test with a 0.05 significance level
for the MD-PSO algorithm. The total number of cases is 36.

Xu WB BH DU23 CH I' HA

Traditional approach better 0 0 13 0 0 23 19
FECC approach better 33 36 18 36 36 13 15

I DB DU33 mDB DU33 QE CS

Traditional approach better 0 2 0 3 0 7 1
FECC approach better 36 32 34 33 36 17 33

6. Conclusions

Traditionally in dynamic PSC with centroid-based particle encoding, the
fitness of particle positions is evaluated using a CVI as a fitness function.
Most CVIs somehow depend on the cluster centroids. In fitness evaluation,
the cluster centroids are traditionally replaced by centroids proposed by a
particle position. In this paper, we propose a new way to conduct fitness
evaluation in PSC. In the proposed FECC approach, the actual centroids
of the items belonging to the corresponding clusters are first computed and
then these computational centroids are used in the fitness evaluation.

We conducted an extensive comparative evaluation of FECC against the
traditional approach using 14 different CVIs as the fitness function for two
different dynamic PSC algorithms, namely MEPSO and MD-PSO along with
FGBF. The selected algorithms represent commonly used particle encoding
schemes and they have been successfully used in PSC applications. The
FECC approach was observed to bring a clear improvement to the clustering
result with the most considered fitness functions. For a few fitness func-
tions, there was no clear difference between the two approaches, but FECC
was never clearly disadvantageous. Further analysis showed that FECC is
even more beneficial with more difficult datasets (noise, overlapping clusters,
higher cluster number). With difficult datasets there are more local optima
and it is more probable to get stuck in a local optimum in lower dimen-
sions. FECC seems to help avoid those local optima and find more optimal
solutions with higher cluster numbers. Indeed, FECC was observed to pro-
duce higher cluster numbers than the traditional approach with the same
CVI. As underclustering is a common problem in PSC, this explains the
supremacy of FECC. The only fitness functions which did not clearly ben-
efit from FECC were those having a tendency to overcluster already using
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the traditional fitness evaluations. MEPSO benefited from FECC slightly
more than MD-PSO, because with the particle encoding used in MEPSO
underclustering is a more severe problem.

Our second objective was to carry out an extensive comparison between
different fitness functions for PSC. The selection of a proper fitness function
is critical for PSC performance, but, nevertheless, the topic has not received
much attention in the PSC literature. There are general CVI comparisons,
but due to reasons discussed in the paper, they cannot be assumed to directly
indicate best fitness functions for PSC. We conducted an extensive com-
parison of 31 different fitness functions based on 17 different CVIs (fitness
functions based on 14 CVIs were used using the traditional fitness evaluation
and FECC). We performed our tests on 720 synthetic and 20 real datasets.
The clustering performance was measured against the ground-truth parti-
tions using three different partition similarity measures. Since averages over
different dataset can be meaningless, the CVI performances over different
datasets were ranked and the final comparison was conducted over the aver-
age ranks. The statistical significance of the observed differences was finally
evaluated using the Friedman test for the overall evaluation and Wilcoxon
Signed-Ranks test to evaluate the significance of pairwise differences.

The top two fitness functions in this comparison were Xu and WB in-
dices with the FECC approach. Both “winner” CVIs have been excluded
from other recent major comparisons. These fitness functions were followed
by Dunn variant DUs,s, Ball & Hall, and CH indices with FECC. These CVIs
have been among the top performers also in other recent comparisons. How-
ever, further analysis of results shows that the ranking is not unambiguous,
but there are differences between the different partition similarity measures,
different data distributions, and different PSC methods. Most of these dif-
ferences are related to tendency of the fitness functions to under/overcluster.
The labeling error, which was one the applied measures, does not penalize
overclustering and, therefore, it ranks higher the fitness functions having this
tendency (e.g., Ball & Hall, Hartigan, and quantization error with FECC).
If the PSC application is used only as a pre-step, for example, for classifica-
tion, overclustering may be even a desired property if the resulting clusters
are more uniform. On the other hand, for applications where it is important
to detect the correct cluster number, completely different fitness functions
should be favored. The best accuracy in detecting the correct cluster number
was achieved by Xu, WB, Dunn variant DUz, and CH with FECC and SIL.
The used particle encoding should be also considered in fitness function se-
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lection. The common encoding, used with MEPSO in this paper, is liable to
undercluster. Therefore, for that particle encoding scheme, the above men-
tioned fitness functions with a tendency to overcluster are more beneficial
than for MD-PSO, for which underclustering is not a big problem. Further-
more, if the properties of data are known, it can be used to help in the fitness
function selection. However, commonly data properties are not known or one
wants to use the same settings for several different datasets. In such cases,
we recommend Xu, WB, or Dunn variant DU,3 with FECC. They are con-
sistently successful for different measures, algorithms, and data properties.
Dunn variant DUgys with FECC is the most successful on the most difficult
data distributions (noise and/or overlapping clusters), while WB with FECC
was the winner also when tested on real datasets.

In this work, we have not considered CVIs based on different distance
measures such as point symmetry distance [57] and comparative evaluations
of different distance measures used in PSC belong to our future plans.
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