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Abstract: In this work, we applied a stochastic simulation methodology to quantify the power of
the detection of outlying mixture components of a stochastic model, when applying a reduced-
dimension clustering technique such as Self-Organizing Maps (SOMs). The essential feature of SOMs,
besides dimensional reduction into a discrete map, is the conservation of topology. In SOMs, two
forms of learning are applied: competitive, by sequential allocation of sample observations to a
winning node in the map, and cooperative, by the update of the weights of the winning node and
its neighbors. By means of cooperative learning, the conservation of topology from the original
data space to the reduced (typically 2D) map is achieved. Here, we compared the performance
of one- and two-layer SOMs in the outlier representation task. The same stratified sampling was
applied for both the one-layer and two-layer SOMs; although, stratification would only be relevant
for the two-layer setting—to estimate the outlying mixture component detection power. Two distance
measures between points in the map were defined to quantify the conservation of topology. The
results of the experiment showed that the two-layer setting was more efficient in outlier detection
while maintaining the basic properties of the SOM, which included adequately representing distances
from the outlier component to the remaining ones.

Keywords: self-organizing map; neural networks; robustness; nonlinear projections; dimensionality
reduction; deep semisupervised learning

1. Introduction

The purpose of this paper was to apply stochastic simulation for a better understand-
ing of the possibilities of outlier component detection in a Gaussian mixture using one-
and two-layer Self Organizing Maps (SOMs). SOMs were developed by Kohonen [1] as a
tool to represent structures such as cortical layers in the brain as two- or three-dimensional
maps. In more abstract terms, a SOM is a clustering technique that implies a reduction
of the dimensionality to two or three dimensions, thus providing a visual description of
the clustering. A priori, SOMs need not be related to a stochastic reality: it can be used
within a deterministic framework. The first reference to SOMs was the seminal paper
by Kohonen [1], based on the work by von der Malsburg [2] and Willsh and von Der
Malsburg [3] on competitive learning. The theoretical background was in the monograph
by Kohonen [4]. Two interesting and thorough reviews of SOMs can be found in Yin [5]
and Van Hulle [6]. The stochastic approaches started with Lutrell [7] and Yin and Alison [8];
a more recent reference was Guo et al. [9]. Deep SOMs were approached from a practical
of view by Liu et al. [10]. The relationship between SOMs and the EM algorithm was
explored by Yuille [11], Durbin et al. [12], and Utsugi, A. [13]. Mixtures within the Bayesian
framework were dealt with by Lau and Green, P. [14], Wang and Dunson, D. [15], and
Ormoneit and Tresp, Dahl [16].
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Here, we formulated a stochastic data generating process by means of a mixture
of Gaussian distributions, where one of the mixture components is a low-weight outlier.
Given that in many real problems, it is interesting to keep a representation of the outlier in
the map while respecting the essence of the standard SOM, we studied how the SOM is able
to do so in some situations as simulated in our experiment and checked if our sense that
two-layer SOMs would do better in such outlier representations and detection than one-
layer ones, as well as an adequate “between outlier component and remaining component
distance” representation, was correct. This would be achieved without penalizing an
adequate representation of the nonoutlier components.

To this end, we generated a stratified sample, in such way that we mixed in one
stratum the outlying component and the one closest to it.

Then, for the one-layer SOM, where the stratification is irrelevant, the outlying com-
ponent would be diluted in the node corresponding to the stratum it shares with the
neighboring (closest) component (due to the difference in frequencies, the statistic is more
biased towards the closest component), or the nodes that could be seen as representative
of the different components appear abruptly disconnected from each other, so distances
are less well preserved. Due to the low frequency of the outlying component and its
strong deviation with respect to the remaining components, there will be very few nodes
associated with this component, and they will be updated very few times since there are
few sample points belonging to that component. Its neighbors, on the contrary, will be
updated much more often because they are far apart in the map and also because they will
the winning nodes for other (no outlier) sample points.

In the two-layer SOM, in the first intermediate layer, we built a map for each stratum
and then used the nodes of these first-layer SOMs as the data for the second (and last layer)
map. Then, since the stratum including the outlier will have several nodes associated
with it in its first layer map, one of these nodes may adequately represent the outlying
component. If so, it may receive a node of its own in the second (final) map. This way, it
would have a higher chance of being represented than in a single-layer SOM. Thus, the
two-layer model made the difference when we work with low-frequency components of
very extreme values, because it provided more representative nodes in the intermediate
layers.

The SOM is a tradeoff between efficient clustering, i.e., achieving the least possible
intracluster (node) variance, at the cost of the largest possible between-cluster variability,
and at the same time the conservation of topology. In this work, we added to these two
optimality criteria the additional one of the isolation/detection of the outlier component,
and the degree of this isolation/detection could be measured by the mean distance from
the outlier component sample elements’ representations in the map (the weight of their
winning node) to the center of the original component. One can thus define an optimal
tradeoff among these three criteria. Each stratification will perform better or worse for
each of the criteria, and on whichever tradeoff between these three criteria is defined. The
two-layer should not sacrifice the two other criteria in favor of outlier isolation; it should
also perform well as far as the two former (criteria) are concerned.

An important question here is how one measures the conservation of topology, i.e.,
which is the SOM distance between two points x; and x; in the original space. Note that
when comparing two SOMs in the preservation of topology, the distance in the original
space is the same for both, so one just has to compare the distances in the SOM. Should it
just depend on the integer value map coordinates or also on the corresponding winning
node weights (centroids)? The approach of this paper was to take both into account when
defining a SOM distance. This issue is treated in detail in Section 4.

Additionally, the stratification chosen should not be the result of using too much prior
information on the position of the outlier.
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Contributions

The main contributions that we describe in this work are: 1. The two-layer structure
for more efficient detection of outlier clusters. 2. The two between-maps distance measures:
one image-based and the second graph-based with the propose of quantifying how the
original topology is preserved. 3. A simulation example to illustrate how the two-layer
strategy is more efficient. This required a stratification of the simulation sample. 4. Some
real-world examples where this outlier detection is useful and relevant.

The contents of the paper are structured as follows: Section 2 reviews the SOM se-
quential algorithm. Section 3 describes the simulation experiment, specifying the stochastic
model, sampling strategy, and one- and two-layer SOM details. Section 4 is devoted to the
conservation of topology. The results and discussion are shown in Sections 5 and 6.

2. The SOM Algorithm

We now present a short review of the original SOM algorithm.

The SOM is a neural network that allows us to project a high-dimensional vector
space onto a low-dimensional topology (typically two) integrated by a set of different
nodes or neurons displayed as a grid. This nonlinear projection results in a “feature map”
of the high-dimensional space, which may be used to detect and analyze characteristics
that allow for the identification of patterns or groups. SOMs have been applied to a
number of fields, e.g., document retrieval, financial data analysis, forensic analyses, and
engineering applications. Machine learning includes two categories, supervised and
unsupervised learning. In the former, there is a division of the variables between inputs
and outputs, and the purpose of the analysis is to estimate the input-output relationship
and make predictions. In the latter, all variables are on equal footing, and one searches for
a better understanding of their multivariate structure, possibly also involving dimensional
reduction. With (unsupervised) SOMs, we are capable of identifying features and structures
in high-dimensional data. SOMs show a self-organizing behavior with the capacity to
detect hidden characteristics within nonlabeled groups when enough map nodes (also
called neurons) are used. It also has the perspective of dimensional reduction that seeks to
optimize topological conservation [1,17,18], that is that the relative locations of the points
in the original space are reflected in some way on the map. One of those ways is distance
preservation. Thus, it can be used to identify similar objects once the map has been trained.

As mentioned above, the SOM produces a nonlinear mapping of the high-dimensional
space onto a reduced dimension one. Several versions of the original algorithm [1,7] have
been proposed. Suppose x(t) denotes the input vectors and the weight vector of the k-th
neuron (node) (k = 1...K). The K neurons are arranged in a bidimensional network, which
induces a set of corresponding weight vectors. A discrete time (training epoch) index
(t = 1...) is introduced so that x(t) is presented to the network at time ¢, and wy(t), which
represents the state of the net at that moment, are updated. Before training the map, the
weight vectors should be initialized, which is generally performed by taking K vectors,
typically by random sampling within the initial data.

Once the map has been trained, any new observation will be assigned to the map node
with the lowest euclidean distance between the weight and observation (obviously, in the
original space).

2.1. Sequential (Original) SOM

In the original, so-called sequential SOM, observations are introduced one at a time,
as opposed to the batch SOM.

For the training phase, a metric is required for the distance between vectors in the input
space, and the euclidean distance is typically applied when the variables are continuous
and on equal scale [1]. For each input vector introduced, the closest (euclidean distance)
weight vector is obtained. The so-called winning vector is denoted by the ¢ subindex.
Finally, all weight vectors are updated according to Equation (1).
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Wit +1) = wi(t) + a(t)he(t)]x(8) — wr(t)] @

The weight updating process is mainly driven by the learning rate, which should
decrease monotonically along time. A standard option is an exponential decrease:

t
Ta )

a(t) =me %,

where & and &; are constants. The neighborhood function k() provides the conserva-
tion of topology through weight updating, usually called the neighborhood Equation (3)
function. It thus defines the region—around the winning node—affected by the updating
process. It controls the extent to which an input vector adjusts the weight of the neuron k
with respect to the winner ¢ by means of the corresponding (in the map) intra-net distance
between the two vectors. Moreover, the x(t) — wy(t) term produces a stronger update—
within nodes equally distant in the 2D map from the winning one—for that whose weight
in the previous iteration is more distant from the new observation. Several functions have
been proposed in this direction, and here, we applied a Gaussian neighborhood. This
function is symmetric about the winner. Furthermore, it monotonically decreases with time
due to o(t) and with distance to the winner.

he(t) = exp(—|we — x¢ 2/ 0%(t)) ®)

o 4)

Algorithm 1 SOM algorithm.
SOM 1-layer

Require: K > 0V S C X sample V epochs number
Ensure: w; VK
Initialize wy Vk € (1...K) randomly
for all epoch do
{random loop over all input vector x € X}
for each x do
{update weight vector wy according to eq. 1}
Note: Including winner and neighborhood function
end for
Note: Not update & and ¢ because are function of the epoch
end for

2.2. Two-Layer SOM

The SOM algorithm developed belongs to or is included within the unsupervised
algorithms. Its objective is to project an original space into a two-dimensional space. This
projection is not chaotic, but is governed by a main objective, to maintain the topology, to
maintain the positional structure (except for rotations) of the points in the original space
on the map [1,17,18]. This can be landed on keeping distances from the original space on
the map.

However, there are a significant number of studies that have sought different strategies
given the perspective that the model could be seen as too biased by the distribution and
structure of the data [19,20].

Our proposal was to apply an assembled SOM, linking a single SOM, different maps
generated for random or non-random strata of the data. This allowed us to provide a
parallelizable solution while optimizing the process of the detection and representation
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of low-frequency areas that we sought to be overrepresented in any of the blocks. We call
them two-layer SOM. Algorithms 1 and 2.

The process therefore consisted of partitioning the initial dataset into n strata, apply-
ing the original SOM algorithm, the one-layer SOM, on each of them, and this was the
parallelizable part. We generated a new dataset with all the weights generated in these
maps and represented them in a new two-dimensional map.

Algorithm 2 Two-layer SOM algorithm

Require: m,n,p e NK >0V S C X sample V epochs number
Ensure: w! VK
SplitS =51 U...US)
forS;ie (1,..,p)do
Initialize wy Vk € (1...K) randomly
for all epoch do
{random loop over all input vector x € X}
for each x do
{update weight vector wy according to Equation (1)}
Note: Including winner and neighborhood function
end for
Note: Not update & and o because are function of the epoch
end for
return SOM' = w,i( eXk=1..mx*n
end for
S := U;SOM!
Apply Algorithm 1 1-layer SOM
return SOM =w; € X, k=1..mxn

3. The Computational Experiment

The SOM algorithm application has been extended to various fields: digital market-
ing [21], recommendation systems [22], visualization [23], and engineering [24]. The SOM
allows a visualization of the interpretable sample, a flexible dimensional reduction that can
give rise to good inferential models even in situations not previously evaluated.

In our experiment, we wanted to represent a limiting situation that sometimes occurs
in some of these applications, a situation in which a small group of a population is never-
theless relevant and possibly narrowly bounded and deviates in some of its characteristics
from the general context, being very similar in the rest, for example in the field of customer
management of a bank, customer type profiles that vary from these general structures due
to the effect of environmental components such as the place where they live. Another
example is in the industrial field, in the management of raw materials, raw materials
that occasionally undergo small changes in their basic characteristics due to low-impact
weather variations.

We now describe the computational experiment, specifying:

1.  The stochastic model used to generate the data in a higher (original) dimension (three
in our case);

2. The stratified sampling procedure to generate the data;

3. The structure of the one- and two-layer SOMs used to summarize or cluster the
structure in a reduced (2D) dimension map;

4.  How the initialization of the map nodes was performed;

5. The measurement of the conservation of topology;

6.  Results in the form of visualization.
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3.1. The Stochastic Gaussian Mixture Model for the Simulations

The stochastic model used for the simulations was a mixture of 3D normal populations,
defined by a covariance matrix with low values and a vector of means, selected to create a
mesh in the 3D space.

X— g = [xX1— i X2 — pox X3 — Hak] ®)

1
—s(x =M (x = p)f
Flx) = 7K, (271)31% e 2 M (x =)t ©)

where f is the density function of a multivariate Gaussian mixture, y = [y plox M3k
are the component mean vectors, i are the component weights, and Mj the component
variance—covariance matrices. A six-component mixture was used with the mean and
weights shown in Table 1, all lying on the hyperplane x = z. Figures 1 and 2 illustrate
this.

Using the z-coordinate, we defined our outlier component and designed the simulation
experiment with the following main features:

The outlier component was a low-weight clone of one of the other six components,
but located in:

z = x—0.1, (7)

i.e., outside the hyperplane where the centroids of the remaining components lie, but
very close.

Table 1. Gaussian mixture mean parameter definition.

Component X Y Z P
1 0.88 0.71 0.88 3000
2 0.82 0.11 0.82 3000
3 0.46 0.21 0.46 3000
4 0.12 0.11 0.12 3000
5 0.19 0.81 0.19 3000
6 0.49 0.81 0.49 3000
Outlier 0.49 0.81 0.39 90
1
0.8 5
3
0.7 4
5
0.6 outlier
0.5
0.4
0.3
0.2
0.1
0.2 0.4 0.6 0.8

X

Figure 1. Mean vector of each component, in x, y coordinates.
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Figure 2. Mean vector of each component, in x, y, z coordinates.

As mentioned above, the variance—covariance matrices have the same low values
for the six mixture components. Since z is equal to x (except for the outlier), Equation (8)
represents the covariance matrix used by all of them for the x and y coordinates.
~(0.008 0.0064 ®)
~ \0.0064 0.008

Figure 3, above, shows the distribution of the Gaussian components in xy-coordinates.
The same covariance matrix generates similar densities, lying in different regions. We just
found similarity between Component 1 and the outlier one, the only component with a
lower frequency than the others. Figure 4, above, shows better how the outlier component
lies on a parallel hyperplane, following Equation (7).

1.2

1
2
1 3
4
5
0.8 -
o
outlier
0.6
==
0.4
0.2
0 =y
-0.2
0 0.5 1

Figure 3. Generated components.
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Figure 4. Population used in the experiment, x, y, z coordinates

3.2. The Sampling Procedure and Strata Configuration

Once we fixed the model parameters, we sampled from the data-generating process
in accordance with the component weights. This sample would be the input data to the
one-layer and two-layer SOMs, i.e., the same sample was be used for both cases. The size
of the sample of each component was 3000 except for the outlier, for which it was 90; see
Figure 4.

We defined different strata that simulated situations in which prior knowledge allowed
us to segment into blocks with less unbalanced localized frequencies and fewer alternative
components. The allocation of mixture components to strata is given in Table 2. Note that
the relative frequencies of the components in some of the strata were significantly different
from their global frequency.

Table 2. Allocation of mixture components to strata.

Component/Strata First Second Third Fourth
1 3000 0 0 0
2 0 1200 1200 600
3 2400 0 0 600
4 0 1500 1500 0
5 0 0 3000 0
6 3000 0 0 0
Outlier 0 45 0 45

The stratification was our means to elicit prior information, which should have some
relevant content, but not be too specific. We proposed a situation in which we had incom-
plete a priori information on an alternative grouping of individuals in which the measured
characteristics (X, y, z coordinates) were not taken into account. If it were specific, we would
be dishonest by putting too much information, which in real problems is not available in
that detail. Usually, we do have some information, but not conclusive.

For the simulation, we considered a nontrivial number of strata (higher than two). In
a real situation, the outlier can be distributed in many different ways along the strata. For
illustration, we selected one of them, the one specified in Table 2, in which some strata
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did not include any outlier individual, some included the outlier with some (not very
similar) other components, and another one where the outlier could be confused with other
components because it was quite close to them. We worked with the minimum number of
strata necessary to represent all three possibilities.

This situation can occur in various examples:

Medicine: such as the measurement of various symptoms (x, y, z coordinates) in
patients at different stages of evolution of a disease (each group or mixture component)
measured in different hospital centers (stratum). In each hospital (stratum), we can find
patients at different stages of evolution (group), and each stage of evolution includes
patients from different hospitals.

The outlier group corresponds to a small proportion of patients that have an extremely
advanced stage of evolution. A more frequent group of patients has some similarities
(symptoms X, y, x) with the outlying ones.

Marketing: clients on whom one measures different behavioral indicators (x, y, z)
with a different state of engagement (each of the components of the mixtures or groups)
extracted from samples stratified by premises with different locations (strata).

3.3. Structure and Parameters of One- and Two-Layer SOMs

The one-layer SOM was a 10 x 10 map. For the two-layer SOM, four 10 x 10 maps
were built in the first layer, one for each stratum. Then, the 400 nodes of these maps were
used as the sample for the second (final layer) SOM, which produced a 10 x 10 map as well,
in such way that the comparison of the one-layer SOM was performed on equal footing.
The topology in both cases was hexagonal.

Euclidean distances were used to select winning nodes. The values of the parameters
were used for weight updating, in accordance with ¢y = 0.05 and 07 = 0.5

3.4. SOM Node Initialization
Node initialization was performed in two ways:

1.  Each of the four maps was initialized from the data in one of the four strata, i.e.,
one map per stratum; this would give equal weight in the initialization to all strata,
regardless of their relative weights in the stochastic model;

2. Initialization taking into account the weights of the strata assigning numbers of nodes
proportional to the sizes of the strata, i.e., strata with double the number of points
assigned would have their data present in the initialization of twice the number
of nodes.

4. Conservation of Topology

The SOM is intended to cluster the data and at the same time project them onto a
lower dimensional space while preserving topology, i.e., in such way that points that are
close in the original space belong to the same or close nodes (clusters) in the map and
likewise (ideally) for those that are far apart or in-between.

The SOM has thus to pursue optimality in two simultaneous directions: cluster
homogeneity and conservation of topology. It should be highlighted that a bicriterion
optimization would result in being less optimal for the individual criteria than that which
would be attained if only one criterion were pursued. As for cluster homogeneity, optimal
means that clusters are as homogeneous internally as possible and, consequently, hetero-
geneous from one to the other. Thus, for the given total sample variability, within-cluster
variability should be minimized and, consequently, between-cluster variability maximized.
For instance, it was expected that k-means would be more successful in cluster homo-
geneity, given that it can focus on it without “having to worry” about the conservation
of topology.

Second, in the preservation of topology, there are different perspectives: to preserve the
topology and how to achieve this, although collaborative learning with the neighborhood
structure always ensures a certain representativeness in this sense.
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In our case, we chose the option of preserving the metric space, that is seeking to
maintain the distances between the elements of the original space from their map centroids
(weights). It is important to realize that dimension reduction makes a fully accurate
representation impossible.

Given a sample of size n, there is an # x n symmetric distance matrix in the original
space and a corresponding SOM distance matrix of equal size. Optimal would then mean
minimizing the distance between these two distance matrices.

The distance matrix in the original space is rather straightforward: euclidean distances
could be a reasonable solution, and they were, after all, the measure adopted for the SOM
competition stage.

The SOM distances are more complex. To start with, if only distances between the
node integer pairs in a 2D map were taken into account, then the node centroids would
not be considered, and relevant information would be neglected. A sound criterion should
thus take both distances into account, i.e., the 2D pairs of integers and the between-centroid
(original space) ones. Introducing the structure of the map in the distance measurement
is a challenge, since starting with the two distances would be on different scales, it also
adds one more factor to take into account when combining both. Here, we used a distance
defined in terms of the two (distances) and considered that not only the winning nodes of
the points have to be taken into account, but also their neighborhoods. In a nutshell, we
measured the distance between the neighborhoods of the corresponding winning nodes.

In order to take into account the topological structure of the map when measuring the
validity of the SOM, we worked with two distances that took into account the weights and
topological structure: image-based and graph-based.

4.1. Image-Based Distance

This is based on creating an image map for each of the two points x;, x; involved; the
dimensions of each image are the same as those of the SOM under study. The distance is
a weighted average of the distances between the centroids of all possible pairs of nodes
from the two images, the first element in the pair stemming from the x; image map and the
second from the x; map. The weights of the average depend on the distance between the
node in question and the winning node. Two possible weights were contemplated:

(a) The first would be the product of two factors, a monotonic function of the distance
from the winning node to the node in question in the first (x;) map, and the second likewise
for the second (xj) one;

(b) The second would be interpreted as the joint probability of the two nodes, which
would depend on how the nodes are seen for each image map. This would involve the
product of four factors, the first two for the weights of the first (x;) node from the point of
view of both images and the second likewise for the (x;) node.

Here, we applied option (a).

The image-based distance, which came from [13], was thus formally defined as follows:

1. Letx; x; € R" be the sample individuals:

(@)  npg € oMy, the pg-th node in the map:

(b) Wecall @y; € W C R" the centroids (projection-representative in the original
space);

() We call the neighborhood of Ny, as V(Np;) = {Nrs/d2((p,q),(r,s)) <= a}
withp,q,r,s € N;

(d) We denote by somu,, = (NxN,W), where N ¢ N,W C R" and
sotmmap(x;) = (Ny(n,)X*Ny(n;) Wy (n;)), the projection of the original map onto
the neighborhood space for the node assigned to point x;;

() A map may be considered an image, a pixel matrix where each pixel has been
assigned the weight vector of the centroid of each node. We shall now lay out
for our problem the modifications on distances used in such cases;

(f)  Let us define the global distance, which combines the spatial distance with the
pixel intensity:
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. I
i dP((if), (L, >> Lol
iii. ( l]/Blm) (( ]) ( )) +,BGR<aijrblm) with 0 < D‘r,B <1 a+

iv.

=1

GR(aij, byy) = |aij — by |/ max(aj; by,y,). This is the definition for black
and white images. In our case, we worked in W C R", so we replaced it
with the normalized euclidean distance;

(g) Once a framework has been established, we specified image distances within the
framework. We now considered the “images”, the submaps of the neighborhood
assigned to each point, and we assigned a variable to each image, an I intensity
matrix that contains the values determined by the neighborhood:

i
ii.

iii.

1/1ij(x;) = f(Nij, Ny) € (0,1), where N,,; = N(x;);
f may be defined in several ways, but here, we chose: Equation (9)

1 winner

0.75 first — level neighborhood
0.5 second — level

0.25 other cases

f(Nikes Nup) = )

We used the distance above to compare the two images, by means of the
following transformation:

iv.  We define dNodes(Ny;, Nyk) = Ajj(Nup, Nyk )6 (Nyt, Nyyie), and then,
GD(SOM(x;), SOM(x;))) = Whl) Lsom; Lsom; @Nodesij(Ank, Bi);
V. /\ij(Nmk/ an) = mk(xi)lnl(xj);
vi. A hierarchy within the distances is thus defined:
1 both winners
0.75 winner and 1 — level
) 0.565 both 1 — level neighborhood
Aij(Nos Nt ) = 0.5 winner and 2 — level neighborhood (10)

0.375 1 — level and 2 — level
0.2 both 2 — level

4.2. Graph-Based Distance

We took all paths that went from the (x;) winning node to the (x;) winning node
and obtained the shortest one by application of the Kruskal algorithm [25]. For this
path, we added up all the distances between the centroids of the consecutive nodes.
Neighborhoods were needed for (x;) and (x;), since whether two adjacent nodes will be
considered consecutive in a path depends on howthe neighborhood is defined (diagonal
nodes could be considered nonconsecutive). Figure 5 illustrates this.

The graph-based distance is thus formally defined as follows:

Let x;, x; € R" be the individuals in the sample:

1. npg € s0myap the pg-node in the map:

(@) Letus call @y € R" the projection-representative in the original space; gen-
erally, it is approximated as: a« < 1,

Wpq

= Lt /N(x;)=Nyy Xi T Lo /N (x;) v (xy) 4%/ card(V (Npg) );

(b) Theneighborhood of Ny, is defined as follows & < 1 :
{Nis/d2((p,q), (r,8)) <= ctp,q,rs €N;
2. Let N(x;) = arg minn,, esonm,, (4(%i, Wpq));
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3. Let G = (V,E) be a nondirected graph, where V. = {N € somy,y} and
E = {(N,M),N,M € somy,y/N € V(M),M € V(N)};

4. We define for each side its weight p(e(y ) = d(N, M) = d(wn, wpm);

5.  Let us define a path from N to M as a sequence (ey, e, €3, ...ep) of sides such that e;
ends where ¢; 1 begins and e, ¢;; begins or ends in N, M, respectively;

6.  Car the set of all paths beginning in N and ending in M;

7. By application of Kruskal’s algorithm, one can find the minimal path from any node
N to any other one, defined as Cyy = argmin.ce{¥.cc p(ei)};

8.  The distance between the points in the original space is thus:

d(xij, xj) = length(Cy (), N(x)))-

-

N33

Figure 5. Graph distance. In this case, the distance comes from considering our map as a graph
where the nodes are the nodes of the map and the edges represent the chosen neighborhood. The
distance between winning nodes, representing the points in the new space, will be the minimum
path in that graph, in this case, represented with the nodes and edges in blue.

4.3. Toy Example

Let us consider the following map where the 3D vectors in brackets are the weights
(centroids) of the nodes.

(9,8,9) (8,8,8) (8,77
(8,9,8) (8,7,8) (7,8,6) (11)
(7,7,7) (7,6,5) (5,5,5)

Let us compute the distances between two points x; and x; such that their winning
nodes are (1,1) (upper left) and (3,3) (lower right), respectively.

4.3.1. Image Distance

For node (1,1), the weight matrix is:

1 075 05]
075 05 025
105 025 0.25]
and likewise for (3,3):
[0.25 025 0.5]
025 05 0.75
105 075 1 |

The ¢ matrix for all nine combinations of nodes in both maps is:

Translating the point distance to the map space as follows:

dP (map, map) = & [dP((i,j), (1, m))] (i,j),(1,m)
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L1y (L2) 1,3) 21 (22) 23) G1) (32 (33)]
(1L1) 0 1 2 1 2 3 2 3 4
(1,2) 0 1 2 1 2 3 2 3
(1,3) 0 1 2 1 2 3 2
b @) 0 1 2 1 2 3
d”(map,map) = 5| (5 5) 0 1 2 1 2
(2,3) 0 1 2 1
(3,1) 0 1 2
(3,2) 0 1
L(3,3) 0
(L,1) (1,2) (1,3) (2,1) (2,2) (2,3) (3,1) (3,2) (3,3
(1,1) 0 141 244 173 1.73 3.6 3 4.89 6.4
(1,2) 0 141 1 1 223 173 374 519
(1,3) 0 2.23 1 1.73 1 245 413
d( ) = (2,1) 0 2 2 245 435 583
AP, Map) =1 (2, 2) 0 245 141 331 469
(2,3) 0 141 223 374
(3,1) 0 223 346
(3,2) 0 223
(3,3) 0
The expression for the distance is:
GD(somy1,s0ms3) = A11(Ni1, Ni2) * Az3(Ni1, Niz) * 6(Ni1, Niz)+
+A11(N11, Ni3) * Az3(Nig, Ni3) * (Nyg, Niz) + - ...
+A11(Ni1, N33) * Az3(Ni1, N33) * 6 (N1, N3z) + . ...
+A11(N33, N33 ) * Az3(Naz, Naz) * 0(Naz, Na3)
= 1%0.25% (a0 + BO) + 0.75 % 0.25 * (a2 + B2.44) + ...
oo+ 1x1%(ad+p64)+---+ 1%0.25% (a0 + BO)
Figure 6 schematizes the example described.
SOM,, \ SOM,,
SOM33 SOM3s3

Figure 6. Image distance. In this graph, we summarize the idea of the metric. We measure the
distance between the maps associated with each point. It will generally be the same map except for
the winning node and its neighborhood. Here, we can observe that when comparing the winning
node N11 of the SOM11 map (node in intense blue) with the nodes of the SOM33 map whose winning
node is 33, we have to take this spatial relationship into account. The gradient of the colors represents
the reduction of the effect of the distance between these nodes in the global distance, which is
calculated with the lambda function.

4.3.2. Graph Distance

We obtained, for illustration, the distance for one of all possible paths between the
two points. The Kruskal algorithm selects, within all possible paths, the one that gives the
smallest distance and that will be taken as the final graph distance between the two points.
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The neighborhood structure determines if, for instance, the path (1,1), (2,2), (3,3)
is valid or if, on the contrary, going from (1,1) to (2,2), one should first pass through
(1,2) or (2,1).

Let us choose the following path:

P ={(11), (1,2),(1,2),(1,3),(23),(33)}
dgraph (xi, xj) = dgruph(map(ll 1), map(3,3)) = Zv,—eP d(v;,vi11)
dgraph((gl 8,9),(5,5,5) = d((9,8,9),(8,8,8)) +4d((8,8,8),(8,7,7)) + ...

+d((8,7,7),(7,8,6)) +d((7,8,6),(5,5,5)) =
=1.4142 + 1.4142 + 1.73 + 3.74 = 8.2984

5. Results

The results of the full simulation exercise are given separately for the one-layer and
two-layer maps and then compared.

The component centroids are plotted in Section 3: The Computational Experiment, and
it can be observed that the first six lied in a plane, while the outlier center was outside it.

The sample points are represented in Figure 4, where, since the variances of the
three variables in the components were small, the clouds of the different components are
relatively tightly displayed along the plane.

5.1. One-Layer SOM

As mentioned above, the number of iterations was 2000, i.e., we ran the algorithm
over the full dataset 2000 times.

Through the following figures, we can understand its application and draw
different conclusions.

In Figure 7, we represent the values of each of the coordinates of the centroids of the
nodes of the resulting SOM using a color scale. Notice that the maps referring to the x (first)
and z (third) coordinates match exactly.

Proper)t(y plot Property plot Propezrty plot

Figure 7. 1-layer Final SOMs for coordinates X, y, z, respectively.

Figure 8 represents in the three-dimensional space X, y, z (original space) the mean
value of each of the mixtures together with the weights of the different nodes of the one-
layer map. Notice how the only mean that is not overlapped by the centroids is that of the
outlier component. It is the only component not correctly represented.

Figure 9 shows all the points belonging to the outlier component and the centroids of
the nodes of the one-layer map. Again, we observe how there is no type of overlap.

The components included in the hyperplane z = x were well represented in the SOM,
and there were many nodes whose weights were located in the original space close to the
component means.

However, our outlier component, due to its proximity to one of the components
included in the hyperplane z = x, was not represented by any of the nodes Figure 8. This
was also observed when comparing the original x, y, z spaces’ SOM property plots, which
represent each of the nodes in the map, as shown in Figure 7: The outlier values were not
represented in the weights of the map nodes, as expected. This behavior is particularly
striking in the z-property plot.
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nodes

0.5
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0.5

1
Figure 8. 1-layer Final SOMs for the original spaces.

In Figure 8, the node weights of the one-layer SOM were added to the component mean
plot, confirming the above-mentioned situation. We observe in Figure 9 that the sample of
points of the outlier component did not coincide with any of the weights obtained.

In Figure 10, we can see in three dimensions the points of the sample together with the
weights of the nodes obtained (node tag), eliminating the component closest to the outliers.
We validated the statement again by checking that the weights were located in the area of
the component, the closest to the outlier component, but no weights corresponded to the
outlier itself.

¥
1
05 |
1
outlier
nodes
0.5
z
0
1 0.5 0
X

Figure 9. Weights over outlier samples.

In Figure 11, we represent the variable the x and y coordinates of the population
together with the x and y coordinates of the nodes obtained. We show the projection of
Figure 8 onto the xy plane. It was observed that the outlier points were distributed more or
less evenly along the remaining components’ points projections, which obviously did not
include the z coordinate.
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Figure 10. Three-dimensional representation of the data obtained and the weights, without the
sample of the component.

® o 0 0o 0
Uob W e

(=]

outlier
« nodes

Figure 11. Projection.

5.2. Two-Layer SOM

We defined in Section 2 the same distribution of components for all strata. Each
stratum included values from three components, and each component was included in
more than one stratum. The frequency of appearance of each of the components in each
stratum was similar except in the second one, where the outlier component maintained the
overall frequency rate.

5.2.1. First (Intermediate) Layer Results

Each map was generated using one stratum as the input. In each case, all components
were well represented and kept the topology, because intermediate centroids appeared
between far-apart components.

If we focused on the two intermediate maps where the outlier component was in-
cluded, we may observe that if the relative frequencies of the outlier and the remaining
components were balanced, there was a larger number of nodes in the map with nearby
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centroids in the original space. This increased the probability that they appeared in the
last layer.

To illustrate this, we show results for some of the strata.

In the case of Figure 12, the first stratum did not contain any sample point of the outlier
component. However, it is interesting to view how it generated a smoother transition.
The points in the “circle” in blue in Figure 13 are the map nodes that were generated to
maintain the topology of the system, establishing, as pointed out by [17,18], the distance.

In Figure 14, we show the node weights for Stratum 4, which contained data from the
2, 3 components and the outlier component. Note that the outlier points now appeared, as
opposed to the situation in the single-layer map, but also that intermediate points were
generated to make the transition smoother. This gave us a clue about what would happen
to an even more separate outlier.

In Figure 15, we show the 2D projection of the first-layer SOM for Stratum 4; the points
are scattered around two straight lines because the outlier points are aligned with those of
Component 3; the orange one (outlier centroid) is in (0.46, 0.21); it is more difficult for it
to move “continuously” from green to orange or green to blue than from blue to orange
where there is continuity.

In Figure 16, we show the property plots for the first-layer SOM of Stratum 4; note the
z plot where the outlier nodes are on the lower right corner. We obtained what we expected:
by reducing the sample size and keeping only some of the less neighboring components, it
became easier to identify the elements of the low-frequency component. Let us look at how
this extended to the second layer.

0.8

0.6

0.6

Figure 12. The centroids of the first-layer SOM for the first stratum.
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Figure 14. Status of the weights associated with the map generated for the second stratum.
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Figure 15. Two-dimensional plot of the weights in the second stratum SOM.

Property plot

Figure 16. Property plots of Stratum 4.

5.2.2. Second-Layer Results

Property plot
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The results of this last layer substantially improved the single-layer alternative. We
verified that the outlier component was well represented; several centroids of the map
nodes were located in the original space in the density zone of the outlier component.

We show the property graphs for the final SOM layer in Figure 17: if we focus on
the z graph, we can observe the presence of the outlier nodes, as well as the relatively
smoother transition than in the one-layer case of the atypical nodes to those of the remaining
components. In Figure 18, we verify that, now, some of the map weights were close to
the centroid of the outlier component. This made this model more representative of the
situation in the original space, and this can also be observed in the results from the SOM

metrics in Section 5.3.

Property plot
X

Property plot
y

Property plot
z

Figure 17. Two-layer SOM, last layer, final maps for coordinates x, y, z, respectively.
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Figure 18. Final 3D result.

5.3. Conservation of Topology

In Table 3, we show the image and graph distances for the one- and two-layer SOM in
the two examples.

We sought to validate the preservation of the topological space by checking that
the metric space was maintained. We checked that the distances between the points
in the original space were preserved when projecting them on the map. We show the
distance between the matrices of the distances between the points of the original space
and the matrix of the distances between their representatives on the SOM in the original
space. We used the euclidean distance and, to measure the distance between the weights
(representatives), the graph-based metrics (wWhere we considered the nodes linked to their
neighborhood as representative) or on images (where we considered the map with its
topological structure as representative).

This is one of the greatest properties of the SOM compared to other clustering algo-
rithms such as K-means, DBSCAN, or dimensional reduction such as T-SNE or UMAP [26].
The main difference is to introduce “fictitious” areas on the map, to which there are no
assigned points in the original space, to preserve topology. In this way, it is more robust
when making inferences based on topology even on points in space that, however, have
not yet appeared in the sample.

Table 3. Table of the results of the different distance metrics of the algorithms used.

Model Example Image Distance Graph Distance
1-layer SOM 1 32,456 5032
2-layer SOM 1 22,456 4625
1-layer SOM 2 22,456 4048
2-layer SOM 2 17,456 3740

6. Interpretation of the Results and Concluding Discussion

The classic single-layer model obviates low-frequency components located close to
similar higher frequency ones.

That is why we developed the multilayer alternative with data segmentation in
layers, the two-layer SOM. If it adequately represents the total set of points in the sample in
addition to maintaining a better topological structure, it is a valid solution for its application
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in various areas where we can find these disparate low-frequency components, even more
so if it can only be fuzzily delimited.

We encountered several challenges. First was to define a stochastic model through
which one can illustrate the contribution of our methodology, for example the low-frequency
group of the population needed to be represented because, in the one-layer strategy, it was
absorbed by higher frequency neighboring groups. Second was that an adequate stratified
sampling procedure had to be developed. Some, but not excessive, prior information was
required for adequate outlier group detection. Third, the computational complexity had to
be controlled; parallelization was essential to this end. Fourth was the definition of one
or more adequate distance measures to quantify conservation of topology: traditional dis-
tances measures were not satisfactory for our specific problem because some low-frequency
regions of the population were not accounted for.

From the results obtained in this article, it can be concluded that:

1. The classic single-layer model ignored low-frequency components located between
similar higher frequency ones. This was reflected in the distance matrix, as can be
seen in the developed metrics. One was not adequately representing the original
space or translating its topology. Not only was one ignoring one set of the sample,
but this affected the representation of other points in the original space;

2. The stratification of the data (which may be given by prior knowledge) allowed,
in two-layer SOMs, generating a map in which these components were also well
represented;

3. For the two-layer map, stratification would result in the generation of intermediate-
layer nodes that would represent points lying between components far apart, but
included in the same stratum, and as inputs to the last layer, they would end up
appearing to generate a more representative map, also in a topological sense.
Therefore, the methodology developed for the bilayer SOM was proposed to solve the

problem of the representativeness of low-frequency elements that can be assigned to other

components of the system, as well as a better strategy to maintain the topological structure
understood as distances.
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