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Abstract

In this paper a neuro-fuzzy modeling framework is proposed, which is devoted to discover knowledge from data
and represent it in the form of fuzzy rules. The core of the framework is a knowledge extraction procedure that is
aimed to identify the structure and the parameters of a fuzzy rule base, through a two-phase learning of a neuro-fuzzy
network. In order to obtain reliable and readable knowledge, two further stages are integrated with the knowledge
extraction procedure: a pre-processing stage, performing variable selection on the available data to obtain simpler
and more reliable fuzzy rules, and a post-processing stage, that granulates outputs of the extracted fuzzy rules so a:
to provide a validity range of estimated outputs. Moreover, the framework can address complex multi-input multi-
output problems. In such case, two distinct modeling strategies can be followed with the opportunity of producing
both a single MIMO model or a collection of MISO models. The proposed framework is verified on a real-world
case study, involving prediction of chemical composition of ashes produced by combustion processes carried out
in thermo-electric generators located in Italy.
© 2004 Published by Elsevier B.V.
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1. Introduction

The knowledge-data trade off represents a key issue in the field of modeling: both the available observed
data and the initial prior knowledge can be exploited to construct models that mimic relationships among
data. Modeling takes place between two extremes which in their “pure form” can be identified in the
following ideal conditions: (i) the initial knowledge is nil and the model is extracted by a learning process
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based on a certain amount of data; (ii) the initial knowledge is complete and correct and the model can
be learnt with no need of any data. In the first case, inductive methods are applied to generalize the
information deriving from a particular set of data to a wider contdatg-driven learniny On the other

hand, a deductive inference is performed when the general purpose a priori knowledge is employed to
reformulate what is already known in order to increase efficiency in the performance of certain tasks

(knowledge driven learningr analytical learning [15,33]

As known, different approaches have been proposed to develop artificial intelligent systems that are able
to efficiently conform to a particular environment, characterized by a certain kind of available information.
Symbolic or well-structured schemes of representation have been studied to encode prior knowledge in a
comprehensible form, while the most powerful mechanisms to deal with plain observational data derive
from the employment of neurocomputing methods.

In real-world problems, learning flows out from a context where some incomplete (possibly inexact)
domain knowledge and a finite amount of data are available. A wide range of possibilities, therefore, exists
between pure knowledge-driven and pure data-driven learning. In particular, the pro&essviddge
discoverystarting from data is becoming an urging issue whose relevance is growing together with
the technological progresses that permit the manipulation of massive amounts [@f4daknowledge
discovery from data (KDD) basically concerns the study of mechanisms which allow to recognize precise
patterns in a set of data that can be exploited as a form of knowledge in particular learnind. Tasks
Actually, KDD strategies reverberate also over a number of data-mining related topics, affecting data
pre-processing methods, data clustering, explanation of the obtained querying results.

In this context, the emerging role of fuzzy logic assumes crucial relevance amongst the innovative
approaches that try to make use of natural language expressiveness to tackle KDD problems, thus im-
proving comprehensibility of the obtained results. Fuzzy sets lend themselves well to handle incomplete
and heterogeneous data and their application to knowledge discovery processes results very helpful in
terms of interpretability.

Fuzzy logic methods have been largely combined with different approaches to originate several suc-
cessfully hybrid systems oriented to exploit in a complementary fashion the individual strong points
of various techniques. By following this direction, systems endowed with higher performance and a
kind of intelligent behavior can be designed. The knowledge-data trade off has been a major driving
force behindneurosymbolic integratigra research area currently aimed at building hybrid intelligent
systems, commonly known as neuro-fuzzy systems, that realize the synergy of symbolic and neural pro-
cessing to undertake real-world KDD tasks. From the first pioneering papers about neuro-fuzzy systems
[2,25,36,42,45]many other examples of such systems have been developed and successfully used in a
wide range of applicationg81,44] An overview about the state-of-art of neuro-fuzzy systems can be
found in[1] and[35].

In this paper we illustrate a KDD methodology based on a combination of fuzzy techniques with neural
network learning to extract knowledge from data in the form of linguistic rules. The aim of our work
is to develop a systematic fuzzy modeling mechanism which is capable of automatically generating a
rule-base from numerical data (without any assumption about the structure of the data), finding a suitable
rule number, optimizing the parameters of the fuzzy membership functions and providing a readily
interpretable model.

The core of the framework is a knowledge extraction procedure that is devoted to identify the structure
and the parameters of a fuzzy rule base, through the learning of a neuro-fuzzy network. The learning
strategy, that we previously presented[®& and[9], involves two phases: an unsupervised learning
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phase, to group training data into clusters that are used to define fuzzy rules, and a supervised learning, tc
refine the extracted rules. We integrate the knowledge extraction core with two stages devoted to improve
reliability and readability of the extracted knowledge. Namely, a pre-processing performing a selection
of input variables and a post-processing leading to a granulation of output values.

The framework is designed to deal with complex multi-input multi-output problems in such a way that
two modeling strategies can be employed: it can be derived a single MIMO model, catching altogether the
existing relationships among input and output variables, or a collection of MISO models, that separately
capture relations between input variables and a single output variable.

To show how complicated problems can be handled by the proposed framework, a complex industrial
problem is considered to perform a knowledge discovery process, managing actual experimental data.
The problem at hand consists in predicting the chemical composition of ashes deriving from combustion
processes for electric generation.

The paper is organized as follows. Section 2 outlines the general scheme of the KDD framework,
giving details about the adopted fuzzy inference model and the related neuro-fuzzy architecture. Section
3 describes the knowledge extraction procedure which involves identification and optimization of the
structure and the parameters of fuzzy rules. In Section 4 we introduce the pre- and post-processing stage:
integrated with the core of the proposed methodology. Section 5 is concerned with the application of the
proposed framework to the ash property prediction problem. Finally, some conclusive remarks are drawn
in Section 6.

2. General scheme of the KDD methodology

In this section we introduce the proposed modeling framework oriented to find patterns and structures
in data and to represent them in the form of linguistic rules. In order to obtain readable knowledge from
data, the framework involves an integration between a knowledge extraction procedure and two additional
processing phases, as depicted in Eig.

The knowledge extraction process, which represents the core of the proposed framework, is performed
through the learning of a neuro-fuzzy network that encodes in its structure the discovered knowledge in the
form of fuzzy rules. Two further stages are integrated with the knowledge extraction procedure, namely:

e a pre-processing variable selection stage, which aims at simplifying the predictive task by identifying
the most relevant input variables for the derivation of each output value;

Knowledge
Extraction

. Meuro-Fuzzy Learning 1

T

Variable Qutput
Selection 3 Granulation
7 |Data| =
Pre- Post-
Processing Processing

Fig. 1. General scheme of the KDD methodology.
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Fig. 2. Splitting of a MIMO problem into a collection of MISO problems.

e apost-processing output granulation stage, which is intended to better specify the final obtained results
through the use of prediction intervals.

These processing steps are oriented to further improve the accuracy and comprehensibility of the obtained
fuzzy rule base. However it should be emphasized that not all the aforementioned stages are always
necessary: some of them can be omitted in specific cases. For example, the input selection could be droppe
if the process to be modeled is low-dimensional or if prior knowledge about the relevant input variables
is available. The employment of prediction intervals, moreover, finds justification when a measure of
the uncertainty on the estimation is needed. Similarly, the employment of prediction intervals can be
bypassed when only scalar outputs are required.

The general nature of the proposed framework lends itself to adapt to the particular task at hand. To
better deal with complex multi-output problems, the framework offers a twofold choice between the
identification of a single MIMO model or a collection of MISO models, as depicted inZi¢n the
multi-MISO approach, each model is separately designed and trained according to the proposed KDD
methodology.

The choice between the MIMO or multi-MISO approach should be driven by the complexity of the
problem to be addressed. In particular, the MIMO approach would provide for a more compact model,
especially suitable when the output variables are strongly corrgié@gdDn the other hand, by splitting a
global multi-output modeling problem into several simpler single-output tasks, we achieve an enlargement
of the whole model variance amount due to the increased number of free pard@@tetonsequently,
it is possible to directly intervene in the bias-variance tradeoff in order to build a more flexible model
that can be useful in solving highly non-linear prediction problems. Approaches that model complex
MIMO systems through identification of a collection of MISO fuzzy models can be found, for example,
in[3,19,21,23,24,34vhile methods to deal with genuine MIMO models have been develop28,i4i7]

Before describing in detail the stages involved in our framework, we outline the basics of the adopted
fuzzy reasoning scheme and the related neuro-fuzzy architecture.

Suppose that a s&t = {(x;, y,)}f\’:1 of N input—output data describing the behavior of a process is
available. The aim of knowledge extraction is to derive a model that predicts the values of the output
variablesy = (y1, ..., ym), given the values of the input variables= (x1, ..., x,). In other words, we
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have to approximate the unknown function:
f:XCR" > Y ™ 1)

If a multi-MISO strategy is adopted, the dependentlycan be modeled as a collection fseparate
dependencies:

fi:XcR'->YCR j=1...,m. 2

For the sake of simplicity, henceforth we describe the adopted fuzzy model as a MISO model, since an
extension to an MIMO model is straightforward. Without loss of generality, we refer to the modeling
task of a dependency; by means of a fuzzy moda¥l/; dropping the index. In particular, we consider
a fuzzy model based on rules of the following type:

IF (x1is A1) AND --- AND (x, is A,-) THEN (yis b,)
wherer = 1, ..., R (beingRthe number of fuzzy rules of the modeB;, (i = 1, ..., n) are fuzzy sets
defined over the input variables, b, is a fuzzy singleton defined over the output varialgldsach fuzzy
setA;, is represented by a Gaussian membership function in the form

(x; — cir)?
Hir (Xi) = exp(—T), 3)

wherec;, anda;, are the center and the width of the Gaussian function, respectively.
Based on a set &rules (generated through the proposed modeling framework), the output of the fuzzy
model for any unknown input vectag is obtained adopting the following fuzzy reasoning procedure:
(1) Calculate the matching degree of inpgtto therth rule, forr = 1,..., R, by means of Larsen
product operator:

wxo) = [ [wir o) r=1.....R. 4)
i=1

(2) Calculate the inferred outptig as:

N Zf:l bl’:ur (Xo)
Yo=5— . 5)
Zr:l Wy (Xo0)
Summarizing, the knowledge extraction process can be stated as that of finding a propeRoifuoezy
rules and optimal paramete(s a, b) from a data set of input—output pairs, such that the fuzzy model
closely approximates the unknown functigt). To accomplish this job, the fuzzy model is implemented
as a particular neural network, so that structure and parameter identification of the fuzzy rule base can
be obtained by adapting the topology and the parameters of the corresponding neuro-fuzzy network, in a
data-driven fashion.
The considered neuro-fuzzy network has a three-layer architecture. According to the layer they belong

to, units in the network have the following specifications:

e Units in the first layerL4 receive the input valueér, ..., x,) and act as membership functions
representing fuzzy sets of the corresponding input variable. Units in this layer are arrangBd into
groups, one for each fuzzy rule. Thita group includes units, that correspond to the input fuzzy sets
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defining the premise part of thiéh rule. Each unit;, € L1 receives the input valug and computes
the membership valug, (x;). According to 8), the output of uni;; € L1 is given by the following
function:

2
0},”:exp<—M> i=1...n r=1...R, (6)
Zair

wherec;, anda;, constitute the free parameters of umit € L1.

e The second layek.» containsk units that perform precondition matching of fuzzy rules. These units
are fixed, meaning that no modifiable parameter is associated with them. For each unit, threre are
fixed links deriving from the preceding layés, representing the IF-part of the fuzzy rule. The output
of unitu, € L, is computed according to the expression of the rule activation strength imafmely:

052):1_[ Oi(rl) r=1...,R. (7)
i=1

e The third layerL3 provides the output valug resulting from the inference of rules, according % (

R )

0(3) — ZI‘:l br 0r .
YK, 0P

Connections between layép and L3 are weighted by the fuzzy singletohsthat represent another
set of free parameters for the neuro-fuzzy network.

5= (8)

The architecture of the neuro-fuzzy network is depicted in Bjigvhere nodes representing the premise
part of a fuzzy rule are enclosed in a gray circle, that can be regardethataenodeof the network.
The weights of the network correspond to the Gaussian membership function parametgrsand to
the consequent singletohs. In other words, each meta-nodés associated with two premise weight
vectorsc, anda, and one consequent weight vecipr

This neuro-fuzzy network encodes a set of fuzzy rules in its topology, and processes information so
as to match the adopted fuzzy reasoning scheme. Hence, it can be regarded both as an adaptive fuzz

Fig. 3. The neuro-fuzzy network.
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inference system with the capability of learning fuzzy rules from data, and as a connectionist architecture
provided with linguistic meaning.

3. Knowledge extraction by neuro-fuzzy learning

To extract knowledge from data in the form of fuzzy rules, we apply a hybrid learning procedure to the
neuro-fuzzy network, whose preliminary scheme has been previously presef@g.imhe knowledge
extraction procedure involves two learning steps (Big.In the first step, an unsupervised learning
scheme is applied to identify the structure and the parameters of fuzzy rules. In the second step, fuzzy
rule parameters are tuned via supervised learning to improve the accuracy of the derived knowledge.
Unlike other neuro-fuzzy approaches based on similar two-phase learning stréi@gl€s27,29,41]
the first phase of our approach can find automatically a suitable number of clusters, hence the proper
number of rules for the problem at hand. In the following each learning phase is detailed.

3.1. Structure and parameter identification

In the first learning step, the proper number of fuzzy rules and membership functions (size of the
network topology), together with initial values of rule parameters (network weights) are simultaneously
determined, thereby enabling the construction of a rule base in a self-organized fashion. This is accom-
plished by clustering the input space and then deriving a fuzzy rule from each cluster. To find proper
prototypes of clusters in the input space, a modified competitive learning algorithm, similar to those
proposed if32] and[46], is defined to learn the weight vectarson the basis of available input data. To
start this learning phase, an initial structure of the neuro-fuzzy network is firstly constructed based on a
guessed maximum numbgi of rules (meta-nodes) given as a form of a priori knowledge. Then, during
learning, the network self-organizes its structure via a mechanism that gradually drives the weight vectors
of extra meta-nodes far away from the distribution of the data, thus reducing the final number of clusters.
In this way the appropriate number of rules for representing the input data is automatically selected.

Unsupervised Learning
{(Competitive Scheme)

Real World Initial Fuzzy Model
Data ;
: Supervised Learning
{Gradient Descent)

Refined Fuzzy Model

Fig. 4. Scheme of the neuro-fuzzy learning.
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This clustering procedure, though implemented in an unsupervised context, is similar to a cluster repul-
sion mechanism described [#43] which finds application when a priori class information knowledge
is available. However, the key point of our algorithm is that no expert intervention is needed for the
completion of the competitive learning and the most appropriate number of clusters (corresponding to
the number of fuzzy rules) is determined merely from data investigation.

Only meta-nodes of the network are involved in the competitive learning phase. When an input vector
X is presented, such nodes compete and the meta-node whose weight i&ectosest to the input vector
is chosen as winner, while the second closer node is marked asadherhen, the weight vector of the
winner node is rewarded, i.e. updated so as to become closer to the current input vector, while the weight
vector of the rival is punished, i.e. updated so as to move it awayXrdrhis mechanism tries to push the
weight vector of the rival node far away from the cluster towards which the weight vector of the winner is
moving, thus implicitly making sure that each cluster is represented by only one weight vector. As stated
also in[46], the use of such reward/punishment mechanism, that gradually drives the weight vectors of
useless nodes far away from the distribution of the data, allows the number of necessary meta-nodes, anc
hence the number of rules, to be automatically selected. The complete competitive learning algorithm is
summarized below.

Setr :=0;
Initialize randomly the center vectoofsf) r=1...,R".
Initialize the learning rates, and«, for the winner and the rival, respectively, so that &, <o, <1.
Repeat
(1) Foreach inputvectot;,r =1, ..., N perform the following steps:
(@) Compute the distances:

ny

R*
s=1"s

d(x, c9) = dp(x,c) r=1,... R

wheren, is the cumulative number of the winning occurrences for meta-na@theldg (-, -) is the Euclidean
distance.
(b) Determine the winning meta-nodeand its rivalp using the rule:

» = arg n;ind(xt, <y p=arg n;ind(xt, .
r#w

(c) Update the number of winning occurrences for the winner:
Ny, :=n, + 1.

(d) Update weight vectors of the winning and the rival meta-node according to:
D = ¢ 4 g, (X[ - cf,?) Cﬁ’*l) = cff) —a, (x, - cff))

(2) Setr:=1+1;
until 2 SR e — oY) <.

Remove all meta-nodes whose weight vector falls outside the input range.

Such competitive learning performs clustering in the input space with the ability of adapting the number of
clusters as the learning proceeds. Starting Ritimeta-nodes, the network self-organizes its structure by
automatically finding a set & meta-nodes$R < R*) whose weight vectors. (r = 1, ..., R) represent
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the centers of spherical clusters in the input space. Each cluster is regarded as a multi-dimensional fuzzy se
representing the antecedent of a fuzzy rule. Precisely, the cluster prototypecveetQry,, ¢, . . ., Cuor)

provides centers of the Gaussian membership funciignsvhile the widths{a;, } are defined using the
first-nearest-neighboheuristic:a;, = M wherec; is the cluster center nearestd¢pandy is an
overlapparameter ranging iflL.0, 2.0]. The consequents parametéfsare obtained as follows:

b Liet B %)y
= L= KOV
Z;v:l :ur(xt)

with w,.(X,;) being the matching level of the premise part of the rule defined ag)jnvhich can be
computed once premise membership functipnshave been derived as described above.

(9)

3.2. Parameter optimization

After structure identification, we obtain both the number and the initial parameters of rules that are used
to build the fuzzy models. To improve accuracy, i.e. to find the best fit to the data, in the second learning
phase all the parameters of the fuzzy rules are finely tuned via a gradient descent technique. A very large
number of neuro-fuzzy systems are based on back-propagation-like algorithms to optimize the parameters
of fuzzy systems, from the most famous ANE25] to its variants proposed [@2,29,38,39,45]Similarly,
in this work, a supervised learning algorithm based on a gradient-descent technique is formulated, that
optimally adjusts the parameterts, a;,, b, using the mean squared error (MSE) as performance index.
The update formulas for the parameter learning algorithm are derived as:

oE
Aby = —y— =16 02, (10)
ob,
’\E R .
Aciy = —n — = —o? u (11)
ociy

ir

oE (2 (xi = cir)?
Adgjy = — — = —pd@ 2
ir n oair 10, 43

r

(12)

—0® . .
wheres® = —% ando!® = 5@ b, — 0®)02); yis the learning rate.

s=1"Ys
Once the learning is completed, the network architecture encodes the knowledge learnt in the form of
fuzzy rules and processes data following fuzzy reasoning principles.

4. Readability and reliability improvement

The neuro-fuzzy learning procedure described above is a valid tool to extract accurate knowledge from
data. Nevertheless, it does not take into account the issue of readability of the fuzzy rules. Actually, the
resulting rules may reveal too complex to be read, thus missing the benefits in terms of comprehensibility
deriving from the employment of a fuzzy representation of knowledge. In order to increase the inter-
pretability of fuzzy rules while preserving (and possibly improving) the accuracy, the proposed KDD
methodology offers two further stages besides the neuro-fuzzy learning core.
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Onone side, a pre-processing stage consisting in an input variable selection procedure is integrated in the
KDD methodology. Indeed, one main factor that influences the readability of the extracted knowledge is
the number of input variables: each rule should use as few variables as possible to be more comprehensible
Moreover, it is plausible that taking into account the entire set of input variables to predict a particular
output variable could not prove to add information, but often may increase noise.

Moreover, when a high degree of variability in output values is experienced, a simple scalar output
may not sufficiently provide useful information. A post-processing phase, based on the definition and the
employment of prediction intervals, contributes to an output granulation that allows a better understanding
and an uncertainty estimation of the inferred information.

4.1. Variable selection

Variable or feature selection is a pre-processing step of prominent importance in KDD. From the the-
oretical side, feature selection is necessary to alleviate the so-called “curse of dimensionality”, which
implies an exponential growth of examples required to represent a function as the number of features
increased4]. Curse of dimensionality is particularly felt in data mining contexts, where data are of-
ten defined by a high number of features, thus requiring a huge number of records that are usually
not available. From a more practical standpoint, feature selection can drastically reduce the compu-
tation burden required for the optimization of the fuzzy model, due to a relevant reduction of free
parameters.

The problem of feature selection is intrinsically difficult, since an exhaustive search of a proper subset
of features has a combinatorial nature. As a consequence, algorithms for searching a proper subset of
features are often time consuming and usually return only suboptimal solutions (J84.8,26).

In this work we employ an alternative approach that consists in ranking features according to an
importance factor. The adopted procedure, similar to the one propog$ad]jroperates by defining a
number of fuzzy models with an increasing number of input variables that are selected from a list of
features sorted according to their rank. Finally, the fuzzy model of highest quality is chosen, and the

corresponding features are hence selected.
In order to assign a rank value to each feature, an initial fuzzy model that incorporates all possible
input variables is built from data by a fast clustering algorithm illustrated below.

Given a data setf = {71, 2o, ..., ZN|zr = (X¢, y1)}
(1) Setthe first prototyperq := 21
(2) Setr:=1, Ng =1
(3) Foreach =1,2,..., N,
(a) Find the nearest prototypg, such that
We =zl = min_[ws —2z]
s=1,...,.N

(b) If lwg — z/|| <0 (whered is a predefined threshold), then
(i) SetNg, :=Ng, +1
(i) Setwy :=wg + lwg —z||/Ns,
(c) else
(i) Setr:=t+1
(ii) Create a new prototype, = z;
(4) End for
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Such algorithm returns a set of prototypes in the input/output product space, by performing only one
cycle on the data set. Each discovered prototype= (w1, ..., Wpr, Wy41,-) COrresponds to one fuzzy
rule as follows:

IF x1is A(wy,, ) AND ... AND x, is A(wy, 6) THEN y = wy,41,,,

where the fuzzy setd (w;,, o) are characterized by Gaussian membership functions of ceptend
width . The common widthr is selected by choosing the value that provides better accuracy results
among a set of possible widths.

The derived fuzzy model is used to rank the input variables by assessing the sensibility of the model
output with respect to changes of each input variable. Specifically, to assess the rankirighdedaire,
we consider a simplified fuzzy model with rules of the form:

IF x; is A(wiy, 0) THEN y = w41 ,.

The available training sétis applied on the simplified rule base in order to evaluate the contribution of
theith input variable to the output variable. Given tieutput values (x;;), t = 1, ..., N provided by
the simplified fuzzy model, the importance factor of the variablis measured by the following index,
as suggested if80]:

= e el = gin, (36| )

corresponding to the contribution of titt component of thé&h input vector inT.

The importance factor provides a measure of variability of the output variable by varyiith thput
variable. More specifically, the higher is the importance factor, the wider is the range covered by the
output variable when theth input variable fluctuates in its domain. As a consequence, the higher is the
influence of theth input variable in determining the final output value. As a limit case, if the importance
factor is zero then the output value is not affected by any specific value of the input variable, i.e. the input
variable does not contribute to determine the final output value.

Allthe input variables are evaluated by the same procedure and then sorted according to theirimportance
factor I;. The list of sorted variables can be examined by domain experts to discard useless variables, or
conversely to keep those that are judged necessary for the model. Successively, a correlation analysis cal
be useful to remove from the list all variables that are highly correlated with other variables of higher
rank. Such filtered list is used as a starting point for an automatic feature selection procedure aimed at
selecting the subset of variables that provides a good accuracy of the final fuzzy model.

To avoid combinatorial explosion, the ranking order of the feature list is exploited. Specifically, given
the feature list(x;,, xi,, ..., x;,), v<n, a sequence offuzzy models is built according to the following
rule schema:

IF Xiq is A(wil,ra o) AND Xiy is A(wiz,r, o)...AND Xi, is A(w,’h,r, 0)

THEN y1 = wr1,,

whereh <v. As a consequence, thth fuzzy model is built from the firgh variables contained in the
feature list. If some features are forced to be present in the fuzzy model, they can be placed at the top
of the list. Each fuzzy model is evaluated on a test set of data and the model with highest accuracy is
selected (for equal accuracies, the model with fewer variables is selected). As a result, the corresponding
subset of features is retained and employed for the design of the definitive fuzzy model according to the
proposed framework.
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4.2. Output granulation

To enable a better understanding of the extracted fuzzy rules, the knowledge extraction procedure is
equipped with agranular representation of the estimated outputs, which embodies a measure of uncertainty
on the estimation for a user-defined confidence level. This granulation is achieved through the definition
of prediction intervals that provide a range of variability for the inferred output values.

Given a fuzzy rule base derived through the knowledge extraction procedure described in §ection
the calculation of prediction intervals starts from evaluating the errors on the training data:

et:§)t—y, t:l,z,...,N. (14)

The values;,r = 1,2, ..., N can be considered as an independent and identically distributed sampling
of a random variable of unknown distribution. As a consequence, the mean value:

N
==Y (15)

=1

=|

approaches the normal distribution for laigid=or such a normally distributed random variable, prediction
intervals can be calculated.

A prediction interval L., U,] of confidence levet is an interval that will include the err@pey for a
newly drawn exampl&new With probability greater than + « (se€[37]). Formally:

& (enew € [Ly, Uy]) 21— (16)
or, equivalently:
 (Ynew € [Ynew — Uy, Ynew— Lo) =1 — o a7)

The relation 17) defines a statistical method to estimate the true value of the underlying function ap-
proximated by the fuzzy rule base with a desirable confidence level. The extreme kalard U, of
the prediction interval are defined as follows:

_ /1
L(x = e—t%’N_l (S N +l> s (18)

1
Uy=2+13y-1 (s —+1>, (19)

wheret%,N_l is the value of the Student distribution witi — 1 degrees of freedom corresponding to
the critical value3, andsis the sampled standard deviation

1 N
e b ; (e; — &)2. (20)
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The width of the prediction interval provides a measure of the accuracy of the knowledge base. The
less accurate the knowledge base, the wider the prediction interval is. Hence, prediction intervals are
introduced in our framework to increase reliability of the extracted model. Precisely, a prediction interval
defined throughi8) and (L9) on the basis of the inferred outpuilsis calculated, thus providing a range
of variability for the outcome of the model.

In addition, in order to improve readability of the extracted knowledge base, prediction intervals can
also be calculated for each rule consequent, leading to fuzzy rules of the following form:

IF x1is A1, AND x2is Ao, AND ... AND x, is A,,
THEN y € [b, — Uy, by — Ly] (1 — ).

The insertion of prediction intervals into fuzzy rules provides a more explanatory knowledge base, since
they can help users to perceive an entire range of validity rather than single numerical values. However,
it should be noted that such intervals are used only for knowledge representation purpose, and they are
not employed in the inference process, which is carried out by means of singletons outputs, according to
[30].

5. Areal application example

The core of the proposed framework, namely the knowledge extraction process, has been employed
in a wide variety of problems. Among these, we could mention the rule extraction from data in the field
of image processin{f,10], classification8,9] and system identificatiof¥]. To highlight some of the
most interesting features of the whole KDD framework, here we show the application to a real problem
concerning the prediction of ash properties deriving from combustion processes for electric generation.
The predictive problem can be explicitly stated as follows: given a certain kind of combustible substances
which undergo a specific combustion process, we want to determine the chemical properties of the
resulting ashes.

In the field of electric generation an issue of increasing relevance is represented by the analysis of
the discarded materials deriving from the combustion processes carried out inside the power plants.
The awareness about the after-effects of the chemical emissions affecting the environment and the hu-
man health has notably progressed in the last decades, urging a considerable research effort towarc
the industrial dross analysis. Furthermore, considerations about the reusability of particular classes
of discarded materials provide also an economic incentive for this kind of investigation. In particu-
lar, the prediction of chemical composition of ashes deriving from combustion processes is becoming
a strategic and challenging problem, both for environmental impact evaluations and for the possibil-
ity of recycling ashes in the cement production. For many years the industrial research community
in the field of electric generation has been developing methods for predicting the ash properties and
much of this work has concentrated on “traditional” techniques (e.g. numerical treatment of differential
equations in dynamical systems). The application of neuro-fuzzy approaches to tackle such problem
provides the additional advantage to model the relationships underlying the input—output data by means
of fuzzy rules that express the extracted knowledge in a transparent and interpretable way (see for
exampleg11]).

Although this prediction problem belongs to the classical field of system identification, itis well suitable
to evaluate the effectiveness of our framework in its resolution. Indeed, it is especially complex due to
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the multi-variable physical process to be modeled, the heterogeneous nature of the involved variables and
the incompleteness of the available dataset.

5.1. Dataset description

The dataset, provided BBNEL Produzione e Ricerca S.p(Raly), collects information deriving from
a number of observations acquired during actual combustion processes carried out in a number of plants
located in Italy.

Besides the intrinsic difficulties of the predictive problem at hand, concerning a complex physical
process with several variables, an additional troublesome issue derived from the small size of the dataset
comprising only 54 samples. Each of them pertains to the measurements related to a combustion proces:
performed at some detailed conditions, making use of some kind of fuel (or combination of mixed fuels),
with particular plant arrangements, referring to distinct classes of resulting ashes.

Every sample in the dataset collects 32 input features and 22 output values. Precisely, the input variables
encode the following characteristics:

kind of combustion (single fuel or mixed fuels);
electric load of the power plant;

drawing point of ashes;

chemical composition of fuels.

Allthe input variables take on numerical values, except for the kind of combustion and the drawing source
variables, which are characterized by discrete categorical values. Such categorical variables have beer
handled like the other variables by assigning to each category a distinct vdldielin The 22 output
variables represent the values to be predicted and they refer to 22 distinct chemical compounds affecting
the type of ashes we are considering.

The analysis of the available dataset pointed out two issues. The first concerns the presence of incomplete
samples. Incomplete data represent a common occurrence in real-world applications: to tackle this kind
of problem different approaches have been proposed in literf@uiéthe quantity of data is sufficiently
large and the proportion of affected patterns is small, then the simplest solution is to discard incomplete
samples from the dataset. This particular strategy, besides the inherent drawback of modifying the effective
data distribution (mostly in cases where the missing values are not uniformly distributed in the dataset),
is totally inappropriate in our case, since we are dealing with a small amount of samples. For this reason,
we applied a “fill in” approach consisting in replacing missing values with mean values estimated on the
basis of complete samples.

The second issue regards the heterogenous nature of data. The remarkable differences between th
ranges of some variables, often reported into the dataset with disparate measuring units, reflect the
extreme heterogeneity of data representing very different types of features. This kind of problem could
largely affect the knowledge extraction process; this is the reason why it is necessary to scale the variable
values. A standard scaling procedure has been employed: data were centered and standard deviation we
made equal to 1. Defining by andg;, respectively, the mean and the variance evaluated foittthe
variable oveiN samples, each variabi¢ of the dataset has been transformed Rjtby:

o L=

Zl: L t:l,..,,N, i:l,...,M,
g

whereM is the total number of variables (input and output).
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The dataset obtained after these pre-processing steps was employed both to perform the knowledge
extraction process by neuro-fuzzy learning and to improve the readability of the extracted knowledge, as
described in the following section.

5.2. Experimental results

To perform simulations, a training set composed of 31 elements was derived from the pre-processed
dataset and used to extract fuzzy rule bases via the proposed neuro-fuzzy learning. The remaining 23
samples constituted the test set to be exploited in checking the generalization ability of the obtained
predictive models. To better assess the performance of the extracted models, five different partitions of
the dataset in a training and test set were considered.

Firstly, the core of the methodology (plain knowledge extraction) was employed to produce both a
MIMO model and a set of 22 MISO models. In the MIMO approach, five single models embedding
the relationships between the input variables and all the output variables were derived. The extraction
of the fuzzy rule bases was carried out by training a proper neuro-fuzzy network using the two-phase
learning scheme described in Sect®id. The application of the competitive learning phase produced
initial rule bases comprising a number of rules ranging from 8 to 14, starting from a number of 20 rules
(clusters) given as a form of a priori knowledge. Then, the rule bases were refined through 1000 epochs
of supervised learning. Tablereports the average predictive accuracy in terms of MSE over training and
test set for each output of the MIMO models.

Also, the plain knowledge extraction procedure was used as a multi-MISO strategy to build five multi-
MISO models, i.e. five collections of 22 multi-input single-output fuzzy rule bases. Each rule base,
devoted to the prediction of a single output variable, was derived using the same learning setup adopted
in the generation of the MIMO models. Consequently, the MISO models are characterized by a number
of fuzzy rules ranging from 8 to 14, too. Talfleeports the average predictive accuracy in terms of the
standard MSE over training and test set for each MISO model.

As it can be seen from Tabldsind2, all the extracted fuzzy rule bases exhibit a satisfactory prediction
accuracy, despite the complexity of the problem and the very limited number of available samples.

Table 1
Average accuracy of MIMO models derived by plain knowledge extraction
Output variable MSE Output variable MSE

Training set Test set Training set Test set
1Al 0.22 0.23 12 Cr 0.24 0.26
2Ca 0.32 0.34 13 Cu 0.23 0.26
3Fe 0.28 0.31 14K 0.19 0.20
4 Mg 0.24 0.26 15 Mn 0.37 0.39
5Na 0.16 0.17 16 Ni 0.28 0.31
6P 0.39 0.41 17 Pb 0.29 0.32
7S 0.50 0.53 18 Sr 0.28 0.31
8 Si 0.27 0.29 19V 0.24 0.26
9Ti 0.22 0.23 20 Zn 0.20 0.21
10Ba 0.25 0.27 21 D50 0.27 0.30

11 Co 0.16 0.17 22 LOI 0.31 0.33
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Table 2
Average accuracy of multi-MISO models derived by plain knowledge extraction
MISO models MSE MISO model MSE
Training set Test set Training set Test set
1Al 0.20 0.20 12 Cr 0.27 0.28
2Ca 0.30 0.34 13 Cu 0.14 0.23
3 Fe 0.11 0.32 14K 0.24 0.18
4 Mg 0.21 0.22 15 Mn 0.27 0.22
5Na 0.11 0.11 16 Ni 0.11 0.29
6P 0.32 0.32 17 Pb 0.40 0.34
7S 0.35 0.45 18 Sr 0.24 0.24
8Si 0.22 0.23 19V 0.15 0.10
9Ti 0.14 0.12 20 Zn 0.27 0.22
10Ba 0.26 0.28 21 D50 0.20 0.12
11 Co 0.23 0.15 22 LOl 0.25 0.26
Table 3
Comparison between different predictive models
Approach Training set Test set
MIMO models 5.91 6.36
Multi-MISO models 4.99 5.22
Empirical models 6.14 7.09

However, to enable a fair comparison between the obtained results, the predictive errors resulting from
MIMO and multi-MISO approaches have been evaluated in terms of Global Mean Squared Error (GMSE),
i.e. the sum of 22 MSEs computed for each output variable:

22 1 22 N
GMSE= ) MSE; = = >~ >~ (;(t) = §;(1)*
j=1 j=1 =1

The comparative results are reported in Teblé# is evident that, in this particular problem, the multi-
MISO strategy leads to an improvement in terms of accuracy with respect to the single MIMO model.
Moreover the table reports also the predictive results obtained by a specific model usually employed
by ENEL to estimate the output values in this predictive problem. Such model, referred to as Empirical
model, estimates the most likely value for each output variable taking essentially into account the chemical
composition of the fuel used in the combustion process. Not only such model performs worse than the
MIMO and multi-MISO models in terms of GMSE, but it does not exhibit the powerful knowledge
representation capabilities which are characteristic of fuzzy rule-based models. For fair comparison, in
all the above-described simulations the pre- and post-processing stages of the KDD methodology have
not been executed.

To verify the effectiveness of whole methodology in obtaining from data such a knowledge that could
prove to be not only accurate, but also understandable, the variable selection and output granulation steps
have been integrated with the knowledge extraction procedure. In this second simulation, we followed
only the multi-MISO strategy, which seems to be more appropriate for the problem at hand.
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Table 4
Accuracy of MISO models derived by integration of variable selection and knowledge extraction
MISO model # # MSE MISO model # # MSE

Inputvar. Rules Training set Test set Inputvar. Rules Training set  Test set
1Al 4 10 0.05 0.06 12 Cr 11 14 0.10 0.26
2Ca 9 11 0.29 0.14 13 Cu 10 10 0.13 0.16
3Fe 8 16 0.05 0.17 14K 2 10 0.06 0.47
4 Mg 6 13 0.10 0.11 15 Mn 6 9 0.33 0.21
5Na 3 11 0.03 0.21 16 Ni 10 8 0.06 0.26
6P 11 12 0.16 0.19 17 Pb 9 12 0.26 0.26
7S 4 11 0.17 0.32 18 Sr 8 11 0.25 0.23
8Si 3 16 0.1 0.23 19V 3 7 0.03 0.08
9Ti 3 12 0.05 0.07 20 Zn 10 11 0.06 0.06
10Ba 10 12 0.13 0.20 21 D50 8 8 0.18 0.17
11 Co 8 10 0.02 0.03 22 LOI 10 9 0.16 0.27

Firstly, before extracting the multi-MISO models by neuro-fuzzy learning, the variable selection stage
was applied to define a set of significant input variables for each output variable, as described in Section
4.1 It should be noted that no information about the relationships between the input and output data
was available. Therefore no assumption could be made about the relevance of each input variable for
the prediction of a specific output variable. Then, the ensemble of MISO fuzzy models was derived by
the knowledge extraction process: while the application of plain knowledge extraction keeps unchanged
the number of input variables (32 values) and the structure of each rule base, the integration with the
pre-processing phase produced rule bases differing in the number of input variables and in the number
of rules, providing simpler MISO models. Tablaeports the accuracy values of the derived models in
terms of MSE, together with the resulting numbers of input variables and rules. As an additional feature,
the integration with variable selection improved accuracy of most final models, compared with the results
reported in Table.

For illustrative purpose, we considered the multi-MISO model that provided the best trade-off between
accuracy and model complexity (number of rules and inputs). Fdgpicts the testing error of some
MISO models of such collection, specifically the models that predict output variables Aluminum, Calcium,
Magnesium, Titanium, Barium, Cobalt, Vanadium and Zinc. In the plots dashed lines indicate the test
errors of the model derived by plain knowledge extraction, while solid lines provide the errors of the
model resulting from the integration of the knowledge extraction core with variable selection. Also, the
extremes of the derived prediction intervals are plotted in dotted lines.

It can be seen that the models derived with the application of variable selection exhibit a better accuracy
in comparison to models derived without variable selection. Also, after variable selection, each derived
model provided output values that fall mostly within the prediction interval computed for the related
output variable.

Finally, to show how the application of the pre- and post-processing stages leads to an improvement
in readability of the extracted knowledge, in Fiwe report the fuzzy rule base related to a specific
output variable (Vanadium). Only three input variables (Cu, V and DRAWING point) are involved in the
prediction of the Vanadium. Each input variable in rule antecedents is expresseg-tyt® of fuzzy
sets. In the case of DRAWING variable, thé&@ut produces a set of discrete values since this particular
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Fig. 5. Test prediction errors obtained by the application of plain knowledge extraction (dashed line) and knowledge extraction
with variable selection (solid line) concerning the output variables Al (a), Ca (b), Mg (c), Ti (d), Ba (e), Co (f), V (g), Zi (h). The
horizontal lines represent the prediction intervals for each output variable.

variable is characterized by categorical attributes. The output variable is expressed by a prediction interval
in the rule consequent.

In conclusion, as shown by experimental results, the produced fuzzy rule-based models have a simple
structure and satisfactory prediction accuracy, despite the high complexity of the prediction problem. The
achieved results in terms of prediction accuracy are quite encouraging, taking into account that the few
training samples used in this study do not provide a good coverage of the problem domain.

6. Conclusions

In this paper we have described a KDD methodology to construct fuzzy representations of knowledge
from numerical data. The core of the proposed strategy consists in automatically capturing the unknown
dependencies among data by adaptively clustering the input space, so as to obtain an initial fuzzy rule
base that is subsequently refined to improve its accuracy. This knowledge extraction process is arranged
into a neuro-fuzzy framework that performs a profitable integration between the neural network learning
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(1) If Cuisin[240, 540], Visin [0, 1100], DRAWING is in {Sourcel, Source2, Source3},
ThenVisin [0, 711];

(2) If Cuisin[220, 350], Visin [1700, 3400], DRAWING is in {Source2, Source3, Source4, Source5},
Then Vs in [2720, 3890];

(3) If Cuisin[260, 540], V is in [1600, 3300], DRAWING is in {Source2, Source3},
ThenV is in [1640, 2800];

(4) If Cuisin [0, 210], Visin [1100, 2900], DRAWING is in {Sourcel, Source2},
ThenV isin [1140, 2310];

(5) If Cuisin [0, 260], Vis in [0, 1400], DRAWING is in {Source2, Source3, Source4, Source5},
ThenVisin [0, 877];

(6) If Cuisin[290, 590], Vis in [950, 1710], DRAWING is in {Source4, Source5},
ThenV is in [1590, 2750];

(7) If Cuisin [0, 290], Vis in [0, 1400], DRAWING is in {Sourcel, Source2, Source3},
ThenVisin [0, 690].

Fig. 6. The obtained fuzzy rule base related to the output variable Vanadium.

and the powerful knowledge representation of fuzzy rule-base models. In contrast to most existing fuzzy
modeling approaches, no a priori knowledge is assumed on the process underlying the data: the only
required information is represented by a finite set of input/output observations. The proposed framework
provides for two further steps, intended to enhance the reliability and the comprehensibility of the extracted
knowledge. On one side, a pre-processing stage performing variable selection is applied to simplify
the task we are dealing with, thus improving both accuracy and readability of the obtained models.
On the other side, a post-processing phase realizes an output granulation to estimate an uncertainty
measure of the final results. As a case study, the proposed framework has been applied to a real-world
prediction problem, involving prediction of chemical compounds presentin ashes resulting from industrial
combustion processes. This study confirms the effectiveness of the proposed KDD methodology and it
contributes to the understanding of the possibilities to extract and represent knowledge about the toxicity
of ashes derived from industrial combustion processes.
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