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Abstract. Classification of spectral data has raised a growing interest
in may research areas. However, this type of data usually suffers from
the curse of dimensionality. This causes most statistical methods and/or
classifiers to not perform well. A recently proposed alternative which can
help avoiding this problem is the Dissimilarity Representation, in which
objects are represented by their dissimilarities to representative objects of
each class. However, this approach depends on the selection of a suitable
dissimilarity measure. For spectra, the incorporation of information on
their shape, can be significant for a good discrimination. In this paper,
we make a study on the benefit of using a measure which takes shape of
spectra into account. We show that the shape-based measure not only
leads to better classification results, but that a certain number of objects
is enough to achieve it. The experiments are conducted on three one-
dimensional data sets and a two-dimensional one.

Key words: Object representation, classification,small sample size, dissimila-
rity representation, spectral data

1 Introduction

Classification of unknown objects is one of the main problems in many research
areas. Object representation plays an important role in this task. In practical
classification problems, the number of training samples is usually very small,
represented by a very large number of features which are not always the best to
describe them. Many studies have been done on this issue; when only a certain
number of objects is available, a peaking phenomenon occurs in the classification
accuracy as the number of features is increased. This is known as the curse of
dimensionality [1, 2, 3]. Hence, the ideal situation in order to obtain a good
classifier would be to have at least as many samples as features. It appears to
be difficult to achieve this in a number of real-world problems.

A type of data which has raised a growing interest in advanced approaches to
its automatic analysis is the spectral data. It is due to the increasing possibilities
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of the different research fields e.g. chemometrics and signal processing, to obtain
it, and the usefulness of the spectral information to describe and differentiate
samples of different classes. This is the type of application where data sets are
small because the cost to obtain them is very high, and they are usually much
smaller than the dimensionality of the space. The traditional way of representing
spectra is by sampling, as a sequence of individual observations made on the
objects. The higher the sampling resolution, the more accurate the spectrum is
described, which implies a representation in a high-dimensional space. However,
this way of representation is not good for traditional procedures. It makes them
suffer the curse of dimensionality. Furthermore, discriminative knowledge about
spectra e.g. the continuity between the measured values, shape, is not taken into
account in the traditional high-dimensional feature-based representation. Thus,
it does not help avoiding the problem.

Recent works have studied alternative object representations instead of fea-
tures, demonstrating that the curse of dimensionality can be avoided [3]. A
recently developed alternative in the field of pattern recognition is the Dissimi-
larity Representation (DR) [4]. It is based on the important role that pairwise
dissimilarities between objects play. Classifiers may be built in the dissimilarity
space generated by a representation set. In this way, the geometry and the struc-
ture of a class are determined by a user defined dissimilarity measure, in which
application background information may be expressed. It is important to remark
that, any traditional classifier that is defined on feature spaces can also be used
in the dissimilarity space.

With the DR, the problem of building classifiers in high-dimensional spaces
can be tackled, as the dimensionality will depend now on the size of the represen-
tation set (usually smaller or equal to the size of the training set). However, the
main issue in this approach is the selection of a suitable measure for the problem
at hand. The more discriminative information we take into account when design-
ing the dissimilarity measure, the more compact the classes are. The centroid of
the data should remain approximately the same and the average distance to this
mean should decrease or be constant [3], requiring less samples for its description
and a good classification accuracy.

Due to benefits that the DR has shown, it has been explored in several ap-
plications like the discrimination of spectral data [4, 5, 6, 7]. In this paper, we
will make an exhaustive experimental study on the DR for spectral data. We
will focus on the usefulness of taking the shape of the curve into account in the
dissimilarity measure. It will be shown that this can help achieving good classi-
fication results in small sample size problems. Recently, the use of the DR was
also extended to 2D spectral data i.e. objects represented by matrices, where two
types of spectral features are described [8]. Thus, the study will be generalized
to this type of data. We will use three one-dimensional spectral data set and a
2D spectral one. In the experiments we compare the classification accuracy in
measures which do not take shape into account with a measure which does. This
analysis is done for several training set sizes and representation set sizes, to see
how the measures influence the results. Moreover, for the measure which takes
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shape into account, we study the sensitivity of the results to the optimization of
the parameters (Gaussian filter parameter). The paper is structured as follows.
In Section 2, a brief introduction to the DR will be done. Also, the 1D and 2D
measures to be used in the experiments are referenced. Following, the data sets
and experiments will be described in Section 3. Finally, a discussion and the
drawn conclusions will be presented in Section 4.

2 Introduction to Dissimilarity Representation Approach

The Dissimilarity Representation (DR) [4] was proposed as a more flexible rep-
resentation of the objects than the feature representation, with the purpose of
having more information about the structure of the objects. It is seen as a link
between the statistical and structural approaches, as both types of patterns can
be described by the (dis)similarity measure. The DR is also based on the role
that (dis)similarities play in a class composition. Objects from the same class
should be similar and objects from different classes should be different (com-
pactness property). Hence, it should be easier for the classifiers to discriminate
between them.

Using the DR, classifiers are trained in the space of the proximities between
objects, instead of the traditional feature space. Thus, in place of the feature
matrix X ∈ Rn×q, where n runs over the objects and q over the variables, the
set of objects is represented by the matrix D(X,R). This matrix contains the
dissimilarity values d(xi, rj) between each object xi of X and the objects rj of
the representation set R(r1, ..., rh). We build from this matrix a dissimilarity
space. Objects are represented in this space by the column vectors of the dissi-
milarity matrix. Each dimension corresponds to the dissimilarities with one of
the representation objects.

When an object is represented by a matrix Y ∈ Rm×l, the theory of the DR is
the same [8]. In fact, one of the advantages of the DR is that it can be generated
from any representation of the objects e.g. vectors of numbers, graphs, as long
as we have a proper dissimilarity measure. Hence, to obtain the dissimilarity
space, a mapping φ(·, R) : Rm×l → Rh is defined, such that for every object
Y, φ(Y, R) = [d(Y, r1), d(Y, r2), ..., d(Y, rh)]. Classifiers are then built in this
space, as in any feature space.

The elements of R are called prototypes, and have preferably to be selected
by a prototype selection method [4]. These prototypes are usually the most
representative objects of each class, R ⊆ X or X itself, resulting in a square
dissimilarity D(X,X). R and X can also be chosen as different sets. As dissimi-
larities are computed to R, a dimensionality reduction is reached if a good, small
set can be found, resulting in less computationally expensive classifiers.

2.1 1D and 2D dissimilarity measures for spectral data

A general dissimilarity measure for all types of data does not exist. Thus, the
selection of the suitable measure for the problem at hand is the key issue in
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the DR approach. In recent studies, some 1D [6, 9] and 2D [8] measures have
been studied and proposed for spectral data. Such is the case of the very well
known Manhattan (L1-norm) and Euclidean distances. However, although the
previous dissimilarities are of the most used measures in the comparisons of
chemical spectral data, the connectivity between the measured variables and/or
shape, is not taken into account in neither of them. The variables could be easily
reordered and the same dissimilarity value is obtained.

In [6], the authors propose to compute the Manhattan measure on the first
Gaussian derivatives (See Eq. 1) of the curves (Shape measure). Thereby, the
shape information that can be obtained from the derivatives is taken into ac-
count:

d(x1, x2) =
m∑

j=1

|xσ
1j − xσ

2j |, xσ =
d
dj

G(j, σ) ∗ x (1)

The expression of xσ corresponds to the computation of the first Gaussian
(that is what G stands for) derivatives of spectra. A smoothing (blurring) is done
by a convolution process (∗) with a gaussian filter and σ stands for the smoothing
parameter. Good performances have been obtained for chemical spectral data
with this measure [6, 9].

For the 2D representation of objects, generalizations of the Manhattan and
Euclidean distances have also been proposed. Assume that two objects ya and
yb ∈ Rm×l, where m and l are the number of variables in each of the two
directions respectively; ∀j = 1, 2, . . . ,m and k = 1, 2, . . . , l. Then, the AMD
measure [10] is defined as:

dAMD(ya, yb) =




l∑

k=1




m∑

j=1

(ya,j,k − yb,j,k)2




p/2



1/p

(2)

The power p is used to emphasize either small or large differences between
the elements, depending on the problem at hand. If p < 1, all the differences
are reduced, thus the larger ones do not interfere much in the measure. On the
other hand, if p > 1, the larger differences will be more pronounced, resulting
in a heavy influence on the measure. This measure is a generalization of the
Frobenius [11] and Yang [12] distance measures. When p = 1 in AMD, it is the
same as the Yang distance, and for p = 2 is then the Frobenius distance.

These measures could be a good option when the spectral (functional) infor-
mation can be assumed to be present in the data representation. However, this is
not the case. Recently, considering the results obtained with the Shape measure
for simple spectra, a new version for 2D spectral data (2Dshape measure) was
introduced [8]:
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1. Compute the matrix D1

D1
a,b =




l∑

k=1




m∑

j=1

(yσ
a,j,k − yσ

b,j,k)2




p1/2



1/p1

, yσ
i,j,· =

d
dj

G(j, σ) ∗ yi,j,·

2. Compute the matrix D2

D2
a,b =




m∑

j=1

(
l∑

k=1

(yσ
a,j,k − yσ

b,j,k)2
)p2/2




1/p2

, yσ
i,·,k =

d
dk

G(k, σ) ∗ yi,·,k

3. Combine both dissimilarities matrices D = α1D
1 + α2D

2

The variables yi,j,· and yi,·,k, stand for the k-th columns and the j-th rows
of the i-th matrix (object); ∀i = 1, 2, . . . , n. Their expressions correspond to
the computation of the first Gaussian (that is what G stands for) derivatives
of spectra, as in the 1D measure. The dissimilarities in step 1 and step 2 corre-
spond to the first and second directions respectively, as indicated by the notation
e.g. spectra and time. This measure can also be used in three-way data where
there are no variations in shape in one of the directions. In this case, it is enough
to use the AMD measure in step 1 or step 2 only, such that only the differences in
area are compared. With this measure, the connectivity between the measured
points can be taken into account as well as the shape of the spectra.

The previously mentioned measures, which have been used for spectral data,
will be used for the purpose of this paper.

3 Experimental Section

For the purpose of this paper, a set of experiments were conducted on small
sample size data sets in high-dimensional spaces. Only one of them does not
suffer from this problem, but still we want to show how also in this case, with
the selection of a suitable dissimilarity measure, a reduced number of training
samples can be enough to obtain good classification results with the DR. All of
them consist of two-class classification problems. The data sets are described in
the following subsection.

3.1 Data sets

The first data set, named Tecator, originates from the food industry [13]. It
consists of 215 near infrared absorbance spectra of meat samples, recorded on
a Tecator Infratec Food and Feed Analyzer. Each observation consists in a 100
channel absorbance spectrum in the 850-1050 nm wavelength range. It is asso-
ciated to a content description of meat sample, obtained by analytic chemistry.
The classification problem consists in separating 77 meat samples with a high
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fat content (more than 20%), from 138 samples with a low fat content (less than
20%). Original spectra are preprocessed, each spectrum is reduced to zero mean
and unit variance.

The second data set is a real-world data set, which was obtained from a
cooperation with the Oil Industry in Cuba. It consists of 31 fuel samples of
Fourier Transform Infrared (FT-IR) transmittance spectra in a wavelength range
of 600-4000 cm−1. A base line correction and smoothing were performed on the
data. The classification problem consists in determining the fuel type of the
samples: regular gasoline (16 samples) and especial gasoline (15 samples).

The third data set is another fuel real-world data set of 44 samples measured
at 127 wavelengths in a range of 275-220 nm, but this time measures have been
taken by a Ultra-Violet Visible (UV) spectrofotometer. The classification prob-
lem consists also in determining the fuel type of the samples: regular gasoline
(23 samples) and especial gasoline (21 samples).

The fourth and last data set is a three-dimensional array, composed of objects
naturally represented by 2D arrays. It is a public domain data set and the
description has been taken from the website [14, 15] for a better understanding
of this paper. It consists of samples of red wine belonging to different geographical
areas and producers. They were analyzed by means of HS-GC-MS (headspace
gas chromatography/mass spectrometry). Separation of aroma compounds was
carried out on a gas chromatography system (2700 columns from the scans of
chromatographic profile). For each sample, a mass spectrum scan (m/z: 5-204)
measured at the 2700 elution time-points was obtained, providing a data cube of
size 44×2700×200 i.e. samples (objects) in first direction, elution time points in
second direction and mass spectrum in third direction. The data set is composed
of samples from 2 different geographical areas: South America (21 samples) and
Australia (12 samples).

3.2 Experiments and Discussion

A set of experiments are conducted on the four data sets. A Fisher classifier
is built on the dissimilarity space obtained for the two dissimilarity measures
which do no take shape information into account (Manhattan and Euclidean)
and also for the Shape measure. For the later, several experiments are shown,
with different values for parameter σ. In the figures, learning curves are shown
for various sizes of training and representation sets. The main idea of this ex-
perimental set up is to show how the use of a suitable measure e.g. measures
shape in spectral data, can influence not only in the classifiers accuracy, but on
the sample size problem.

Training and test objects were randomly chosen from the total data sets in
a 10-fold cross-validation process, when the size of the training set allowed it.
When the sizes of the training set was too small, a leave-one-out cross-validation
was done. Experiments were repeated 10 times. For the training set of different
sizes, a random selection of [25, 30, 40, 50, 60, 70, 80 and 90%] is done from the
total dissimilarity matrix. Different sizes for the representation set were also
randomly selected [10, 30, 50, 70 and 80%] of the total data set. When using the
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22 65 108 151 172
Size representation set

Tecator data set, Manhattan (L1−norm) measure
 

54 (25%)
65(30%)
86(40%)
108(50%)
129(60%)
151(70%)
172(80%)
194(90%)
215(100%)

(a)

22 65 108 151 172
Size representation set

Tecator data set, Euclidean (L2−norm) measure
 

(b)

Fig. 1. Average cross-validation error (in %) for Tecator data set with (a) Manhattan
and (b) Euclidean measures. The classifiers accuracy is analyzed for nine training set
sizes and five representation set sizes

Shape measure on the one-dimensional spectral data, the following values of σ
were applied [0.5, 1, 2, 3, 5, 7].

In the case of the Wine 2D spectral data, in the mass direction the classes
only differ because they have different components. Therefore, the only thing we
will see is the absence/presence of the peak or some differences in the concentra-
tion of the mass fragments. The other difference that we can find between these
classes is related to the shape changes between the eluded components in the
chromatogram i.e. how the concentration of one of the peaks varies with respect
to the others, for the several classes. Thus, for the Wine data set we will use
the 2Dshape measure. The D1 matrix will be computed for the chromatography
direction. The Gaussian derivatives are applied to take into account the shape
in the changes of concentration in the neighboring components. In this case, the
following values of σ were applied [1, 2, 5 and 8]. However, for the D2 matrix
from the mass spectra mode, we will only compute the overall sum of the differ-
ences between the concentration of the mass fragments. The use of derivatives
is meaningless, because there is no continuity between the mass fragments.

In Figure 1 we can observe the same behavior for both measures: Manhattan(1(a))
and Euclidean (1(b)). Classifiers may perform better sometimes in one or the
other. However, for both of them the classification error decreases as the training
set and representation sets increase. When the training sets are too small, the
errors are far higher that for larger training sets. On the other side, for larger
training sets, the classification accuracy does not differ that much for different
sizes (taking the standard deviation into account). There is even a point, where
results are better or the same with 90% of the data, that with the full data
set. Nevertheless, due to the so-called peaking phenomenon, when the number
of prototypes starts reaching the size of the training set, the errors will increase.

Let us take a look at the results with the Shape measure (See Figure 2).
Results have improved with respect to the dissimilarity measures which do not
take the shape information into account. Of course, this is not for all values of σ.
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22 65 108 151 172
Size representation set

Tecator data set, Shape measure sigma=0.5
 

54 (25%)
65(30%)
86(40%)
108(50%)
129(60%)
151(70%)
172(80%)
194(90%)
215(100%)

(a)

65 108 151 172
Size representation set

Tecator data set, Shape measure sigma=1
 

(b)

22 65 108 151 172
Size representation set

Tecator data set, Shape measure sigma=2
 

54 (25%)
65(30%)
86(40%)
108(50%)
129(60%)
151(70%)
172(80%)
194(90%)
215(100%)

(c)

22 65 108 151 172
Size representation set

Tecator data set, Shape measure sigma=3
 

(d)

22 65 108 151 172
Size representation set

Tecator data set, Shape measure sigma=5
 

54 (25%)
65(30%)
86(40%)
108(50%)
129(60%)
151(70%)
172(80%)
194(90%)
215(100%)

(e)

22 65 108 151 172
Size representation set

Tecator data set, Shape measure sigma=7
 

(f)

Fig. 2. Average cross-validation error (in %) for Tecator data set with Shape distance
and different values of sigma for (a) sigma=0.5, (b) sigma=1, (c) sigma=2, (d) sigma=3,
(e) sigma=5 and (f) sigma=7. The classifiers accuracy is analyzed for nine training set
sizes and five representation set sizes

the optimization of the parameter does influence the results. From Figures 2(a)
to 2(d), we can see that results are pretty much stable for all sizes of the training
set. Although for σ = 2 and σ = 3, the classification errors start increasing. It
seems that the parameter σ is better fixed to the data in the first two. Here, if
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we take the standard deviation of the ten repetitions (around 0.5 the highest)
into account, there is not much difference between using the smallest and the
largest sample size. Thus, it seems that with this measure, a small training set is
enough to reach even better results than with the other measures. In fact, in this
case, the best results are always achieved with the smallest size of the training
set. However, the results with 30% of the data are the highest, which could be
influenced by the random selection of the samples. For the last two values of
σ, the results keep increasing a lot, it can be due to the data is so smooth,
that the measure starts failing. Thus, the importance of the optimization of the
parameter.

5 13 22 31 36
Size representation set

Fuel (UV) data set, Manhattan (L1−norm) measure
 

11 (25%)
13(30%)
18(40%)
22(50%)
27(60%)
31(70%)
36(80%)
40(90%)
44(100%)

(a)

5 13 22 31 36
Size representation set

Fuel (UV) data set, Euclidean (L2−norm) measure
 

(b)

Fig. 3. Average cross-validation error (in %) for Fuel (UV) data set with (a) Manhattan
and (b) Euclidean measures. The classifiers accuracy is analyzed for nine training set
sizes and five representation set sizes

4 10 16 22 25
Size representation set

Fuel (FT−IR) data set, Manhattan (L1−norm) measure
 

8(25%)
10(30%)
13(40%)
16(50%)
19(60%)
22(70%)
25(80%)
28(90%)
31(100%)

(a)

10 16 22 25
Size representation set

Fuel (FT−IR) data set, Euclidean (L2−norm) measure
 

(b)

Fig. 4. Average cross-validation error (in %) for Fuel (FT-IR) data set with (a) Man-
hattan and (b) Euclidean measures. The classifiers accuracy is analyzed for nine train-
ing set sizes and five representation set sizes



10

With respect to the representation set, for all values of σ, the error always
increases while the training set decreases, with the smallest representation set.
It seems that the representation set is not representative enough. However, from
that point on, the errors always start decreasing, until reaching the size of the
training set, where they start increasing again due to the peaking phenomena.

With the two fuel data sets, we are facing a very complicated classification
problem: discrimination of special and regular fuel, thereby the classification
accuracy is not very good. Moreover, these are both affected by the small sample
size problem. In Figures 3 and 4, we can observe the same phenomena as in the
first figure. The errors decreasing while the size of the training set increases. In
both cases, the results with the smallest sample size are far much higher; in this
case the number of samples is really small.

However, if we take a look at Figure 5, we can see that with the Shape
measure, for some values of σ parameter, the classifiers perform a lot better
than for the Manhattan and Euclidean measures. With respect to the size of
the training set, the behavior is a bit different. For the smaller sample sizes,
the errors are very high, as in Figure 3. In this case, it can be explained by the
fact that the original data suffers already from the small sample size problem.
Thus, it would be too much to expect an improvement with so little samples.
Nevertheless, from 60% of the data on, if we take the standard deviation into
account, the results are very similar (for the σ with which the better results are
obtained).

For the Fuel data set from FT-IR, we can see a bigger improvement by using
the Shape measure than with the UV. This could be determined by the charac-
teristics of the instrumental technique. It seems that the information obtained
from the FT-IR spectra is more discriminative than that of UV-VIS. However,
due to the small sample size problem, with the smallest training sets the results
are still high. There is no sufficient data. Again, for the best σ values, the errors
for the larger training sets, start behave very similar (taking standard devia-
tion). It can also be noticed that for 40% of the whole data set, the best results
are always achieved. It could be due to in the selection process, noisy data that
could be affecting the results are no included.

The next data set is the three-way Wine data, where samples are represented
by high-dimensional 2D matrices. In this case, we also compared the measures
which take the shape information into account with does which do not. This
is also a small sample size problem, in a very high-dimensional space. When
analyzing the AMD measure with different values of p, which are the homolo-
gous for the Manhattan and Euclidean measures for one-dimensional data, the
behavior is similar(See Figure 7). Although in this case the learning curve are a
bit rough, we can see how the error decreases meanwhile the size of the training
set increases.

In this case, although there is no shape information in both directions, it can
be seen that the results also improve (See Figure 8) when taking this information
into account (in the needed direction). If we take a look at the learning curve
for all training set sizes, the best results are for σ = 5, so it seems to be the
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5 13 22 31 36
Size representation set

Fuel (UV) data set, Shape measure sigma=0.5
 

11 (25%)
13(30%)
18(40%)
22(50%)
27(60%)
31(70%)
36(80%)
40(90%)
44(100%)

(a)

5 13 22 31 36
Size representation set

Fuel (UV) data set, Shape measure sigma=1
 

(b)

5 13 22 31 36
Size representation set

Fuel (UV) data set, Shape measure sigma=2
 

11 (25%)
13(30%)
18(40%)
22(50%)
27(60%)
31(70%)
36(80%)
40(90%)
44(100%)

(c)

5 13 22 31 36
Size representation set

Fuel (UV) data set, Shape measure sigma=3
 

(d)

5 13 22 31 36
Size representation set

Fuel (UV) data set, Shape measure sigma=5
 

11 (25%)
13(30%)
18(40%)
22(50%)
27(60%)
31(70%)
36(80%)
40(90%)
44(100%)

(e)

5 13 22 31 36
Size representation set

Fuel (UV) data set, Shape measure sigma=7
 

(f)

Fig. 5. Average cross-validation error (in %) for Fuel (UV) data set with Shape distance
and different values of sigma for (a) sigma=0.5, (b) sigma=1, (c) sigma=2, (d) sigma=3,
(e) sigma=5 and (f) sigma=7. The classifiers accuracy is analyzed for nine training set
sizes and five representation set sizes

best value for this parameter, in the range experimented. For this type of data,
we can also observe, how by including certain discriminative knowledge in the
measure i.e. shape, the results improve. With very small sample sizes the errors
are still high (the available data is not enough to learn well). But, when the size
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4 10 16 22 25
Size representation set

Fuel (FT−IR) data set, Shape measure sigma=0.5
 

8(25%)
10(30%)
13(40%)
16(50%)
19(60%)
22(70%)
25(80%)
28(90%)
31(100%)

(a)

10 16 22 25
Size representation set

Fuel (FT−IR) data set, Shape measure sigma=1
 

(b)

4 10 16 22 25
Size representation set

Fuel (FT−IR) data set, Shape measure sigma=2
 

8(25%)
10(30%)
13(40%)
16(50%)
19(60%)
22(70%)
25(80%)
28(90%)
31(100%)

(c)

4 10 16 22 25
Size representation set

Fuel (FT−IR) data set, Shape measure sigma=3
 

(d)

4 10 16 22 25
Size representation set

Fuel (FT−IR) data set, Shape measure sigma=5
 

8(25%)
10(30%)
13(40%)
16(50%)
19(60%)
22(70%)
25(80%)
28(90%)
31(100%)

(e)

10 16 22 25
Size representation set

Fuel (FT−IR) data set, Shape measure sigma=7
 

(f)

Fig. 6. Average cross-validation error (in %) for Fuel (FT-IR) data set with Shape
distance and different values of sigma for (a) sigma=0.5, (b) sigma=1, (c) sigma=2,
(d) sigma=3, (e) sigma=5 and (f) sigma=7. The classifiers accuracy is analyzed for
nine training set sizes and five representation set sizes

of the training sets start increasing, the errors are similar for most sizes (taking
standard deviation into account). In which seems to be the best value for σ, the
best results are achieved again, with only 50% of the total data set. Maybe, some
noisy data which are influencing the results, are removed.
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4 10 17 23 27
Size representation set

Wine data set, AMD measure p=1
 

9 (25%)
10(30%)
14(40%)
17(50%)
20(60%)
23(70%)
27(80%)
30(90%)
33(100%)

(a)

4 10 17 23 27
Size representation set

Wine data set, AMD measure p=2
 

9 (25%)
10(30%)
14(40%)
17(50%)
20(60%)
23(70%)
27(80%)
30(90%)
33(100%)

(b)

Fig. 7. Average cross-validation error (in %) for Wine three-way data set with (a)
Yang (AMD p=1) and (b) Frobenius (AMD p=2) measures. The classifiers accuracy
is analyzed for nine training set sizes and five representation set sizes

4 10 17 23 27
Size representation set

Wine data set, Shape measure sigma=1
 

9 (25%)
10(30%)
14(40%)
17(50%)
20(60%)
23(70%)
27(80%)
30(90%)
33(100%)

(a)

10 17 23 27
Size representation set

Wine data set, Shape measure sigma=2
 

(b)

4 10 17 23 27
Size representation set

Wine data set, Shape measure sigma=5
 

9 (25%)
10(30%)
14(40%)
17(50%)
20(60%)
23(70%)
27(80%)
30(90%)
33(100%)

(c)

10 17 23 27
Size representation set

Wine data set, Shape measure sigma=8
 

(d)

Fig. 8. Average cross-validation error (in %) for Wine three-way data set with Shape
distance and different values of sigma for (a) sigma=1, (b) sigma=2, (c) sigma=5, (d)
sigma=8, (e) sigma=10 and (f) sigma=15. The classifiers accuracy is analyzed for nine
training set sizes and five representation set sizes
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4 Discussion and Conclusions

The small sample size problem in high-dimensional spaces is very common in
spectral data. Many statistical methods and classifiers fail with this type of data.
Alternative representations for such data, to improve classification accuracy, have
been explored. Such is the case of the Dissimilarity Representation. However,
the key issue of this approach relies on the selection of a suitable dissimilarity
measure for the problem at hand. In the case of spectral data, a discriminative
feature is the knowledge about the connection between the neighboring points
and shape.

In our experimental study, we showed the importance of taking the shape of
the curve into account for the success of the DR. Even when we are facing small
sample size problems, if we use the shape information, a few samples are enough
for classifiers to learn better. For all data sets, there is some size for the training
set (usually smaller than the original data size), from which adding new objects
will not make much of a difference. This was also experimented, in a not so small
data set, and we reached the same conclusions. In this case, we also benefit from
lowering the computational complexity of the classifier. This behavior is not the
same for measures which do not take discriminative information into account
i.e. Manhattan, Euclidean or AMD for 2D data. In this case, the errors are
smaller the larger the training set, so we are not solving a small sample size
problem, as we would need more samples for the classifiers to learn better.

From the experiments with the measures which take shape into account i.e.
Shape and 2Dshape, we can also observe the influence of the optimization of
the Gaussian filter parameter. There is always a value of σ for which the clas-
sification results are better than without measuring shape. It also stabilizes the
learning curves of the different sizes of training set, which are around the same
performance.

The representation set is also very important. In all experiments we can
observe that even with the large data set (Tecator) the error always increases
while the training set decreases, with the smallest representation set. It seems
that the representation set is not representative enough. However, from that
point on, the errors always start decreasing, until reaching the size of the training
set, where they start increasing again due to the peaking phenomena. However,
these experiments are all based on two-class classification problems; for multi-
class problems, further studies should be done.

In conclusion, the incorporation of shape information in the dissimilarity rep-
resentation is important for the discrimination of spectral data. It helps avoiding
the curse of dimensionality problem, allowing classifiers to perform well in small
sample size situations.
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