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Abstract

This master thesis explores the application of outlier detection techniques on com-
positional data, focusing on local outlier detection methods. Compositional data,
where relevant information is contained in ratios between the components, require
specialized analysis approaches. The thesis begins with an introduction to compo-
sitional data and local outlier detection, providing a foundation for the subsequent
chapters. The analysis of compositional data involves understanding their geomet-
rical properties and employing the so-called Aitchison geometry on the simplex.
Coordinate representations and preprocessing issues are also discussed, highlighting
the challenges unique to compositional data analysis. The thesis delves into outlier
detection, covering classical and robust statistical analysis techniques and empha-
sizing their significance in the context of compositional data. The main focus is on
local outlier detection methods, specifically exploring two robust methods and the
Local Outlier Factor (LOF) technique. The practical application of these methods
is demonstrated using spatially dependent geochemical data obtained from the Ge-
ological Survey of Finland. The thesis provides a detailed description of the data
and explains the necessary data preparation and cleaning steps. The four relevant
methods are applied to identify outliers in the data. Furthermore, the identified
outliers are analyzed and explained. The thesis concludes with a comprehensive
evaluation and comparison of the applied methods, considering their overall effec-
tiveness and performance. Parameters used in the analysis, including the parameter
k for the k-nearest neighbors (kNN) method, are discussed to provide insights into
their impact on the results.
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Kurzfassung

Diese Masterarbeit erforscht die Anwendung von Ausreiflererkennungstechniken auf
Kompositionsdaten und legt den Fokus dabei auf lokale Ausreiflererkennungsmetho-
den. Kompositionsdaten, bei denen relevante Informationen in den Verhéltnissen
zwischen den Komponenten enthalten sind, erfordern spezifische Analyseansitze.
Die Arbeit beginnt mit einer Einfithrung in Kompositionsdaten und lokale Ausrei-
Bererkennung, um eine Grundlage fiir die folgenden Kapitel zu schaffen. Die Analyse
von Kompositionsdaten beinhaltet das Verstédndnis ihrer geometrischen Eigenschaf-
ten und die Anwendung der sogenannten Aitchison Geometrie am Simplex. Die
Darstellung der Koordinaten und Vorverarbeitung werden ebenfalls diskutiert und
sie zeigen die speziellen Herausforderungen bei der Analyse von Kompositionsda-
ten. Die Arbeit vertieft die Ausreiffererkennung und behandelt klassische und ro-
buste statistische Analysetechniken, wobei ihre Bedeutung im Kontext von Kom-
positionsdaten hervorgehoben wird. Der Hauptfokus liegt auf lokalen Ausreifler-
erkennungsmethoden, insbesondere auf der Erforschung zweier robuster Methoden
und der Local Outlier Factor (LOF) Methodik. Die praktische Anwendung dieser
Methoden wird anhand von geochemischen Daten mit einer rdumlichen Komponente
demonstriert, die vom Geological Survey of Finland erhalten wurden. Die Arbeit lie-
fert eine detaillierte Beschreibung der Daten und erldutert die erforderlichen Schrit-
te zur Datenbereinigung und -vorbereitung. Die vier relevanten Methoden werden
angewendet, um Ausreifler in den Daten zu identifizieren. Dariiber hinaus werden
die identifizierten Ausreifler analysiert und erklart. Die Arbeit schliefft mit einer
umfassenden Bewertung und einem Vergleich der angewendeten Methoden, unter
Beriicksichtigung ihrer Gesamtwirksamkeit und Leistung. Die verwendeten Parame-
ter in der Analyse, einschliefllich des Parameters k fiir die k-nearest neighbors (kNN)
Methode, werden diskutiert, um Einblicke in ihre Auswirkungen auf die Ergebnisse
zu geben.
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1 Introduction

Outlier detection belongs to the most important tasks of any statistical analysis.
Either by being the most crucial part of the preprocessing and cleaning of the data,
or actually being the main goal of our analytical work. The thesis at hand tackles
the problem of outlier detection in, more specifically, multivariate and compositional
data with the emphasis on local outlier detection, taking into account the data that
additionally have a spatial dependency. The following two subsections should give
the reader a short introduction into compositional data itself and (local) outlier
detection in general.

1.1 What are compositional data?

Compositional data can be simply defined as multivariate observations with positive
values that sum up to some constant. They were traditionally seen as constrained
data, where the compositional parts sum up to some constant, e.g. to 1 for pro-
portions, or to 100 for percentages. However, what happens if one part of the mul-
tivariate composition cannot be measured? Or what happens if we have to round
some values so that the sum is not what we initially expected? What if the sum
of each observation is different? Because of all the reasons above, it is more useful
to see compositional data as data carrying some important relative information be-
tween the parts. Compositional data are treated as multivariate observations where
relative rather than absolute information is relevant.

Absolute information refers to the data where usual operations in real Euclidean
space can be performed. Any rescaling of the original raw data leads to losing
information.

Relative information refers to the contributions as a whole. The sum or the
total amount is irrelevant. All we care about are the ratios between the components
(parts) of a composition.

For compositional data, units like mg/kg, ppm and percentages are expected.
One can see that mg/kg or ppm (usually measuring concentrations of chemical
elements) impose what the sum of the observations should be, which does not have
to be fulfilled in practice.

Another example can be household expenditure or election votes per region. It is
clear that in those cases we can expect the total amount (sum) of each observation
to be different.

The relevant information is somehow contained in the ratios between the com-
ponents. One can express the data relative to the sum of each observation. In that
case we get a representation in terms of proportions or percentages. Another idea
is to express the ratios between the components. One can see that ratios contain
much more detailed information than just percentages to the total. They will thus
form the representation of relative information that is considered in compositional
data analysis. In order to symmetrize the interpretation of ratios, the first choice is
to use logarithms of the ratios (log-ratios). Logarithms are easier to handle from a
mathematical point of view. In that case the balance is represented by 0.
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One can see that log-ratios have problems when it comes to zeros. Zero in the
denominator of the ratios lead to infinity, and zero in the numerator will result in mi-
nus infinity when we take the logarithm. This is the reason that compositional data
are defined with strictly positive values. Any zero components should be specially
treated.

The history and interest in compositional data analysis goes back to the 19
century and to the famous statistician Karl Pearson (Pearson, |1897). During the
20" century, the developments were focused on building statistical models to analyze
proportional data, or to cope with restrictions resulting from their direct statistical
analysis, until in the early 1980s, the Scottish mathematician John Aitchison finally
introduced the logratio methodology (Aitchisonl, [1982)).

1.2 What is (local) outlier detection?

The identification of outliers is probably the most important task in any data anal-
ysis. Outlier detection (also referred to as anomaly detection) can be understood as
the identification of (rare) observations or events that significantly differ from the
majority of data and do not "behave normally” or do not fit the wanted structure.
Outlier detection finds application in many domains because outliers are widely
present in real data sets. Nevertheless, outliers are usually the most interesting
observations because they come from some atypical phenomenon that one wants to
study and understand.

One can see the "normal behaviour” of the data as following some distribution.
The observations not ”behaving normally” could then be the observations coming
from some other underlying distribution, and thus they shall be recognized.

Compositional data frequently contain outliers because of data inconsistencies,
rounding effects, dependencies among the observations, etc. One might want to
separate ”interesting” outliers from noise or irrelevant outliers.

Many classical statistical methods rely on strict model assumptions, like indepen-
dence or (multivariate) normal distribution, and violations of the assumptions can
lead to biased results. It is preferred to apply robust methods to classical methods
in practice. Robust statistics tolerates certain deviations from strict model assump-
tions. It provides alternatives to classical estimators such as the sample mean or
the sample (co-)variance that are highly sensitive to outliers.

The term ”local outlier” refers to the setting where observations are grouped in
some kind of neighbourhoods. For example, the grouping can be defined according
to additional information given by the spatial coordinates of the observations. In
that case, local outliers differ from their spatial neighbors. This means that a local
outlier does not have to be outlying in a global sense.

Since compositional data are from its nature multivariate, the focus here is on
identifying multivariate local outliers.
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2 Compositional Data Analysis

The aim of this section is to present and define compositional data and composi-
tional data analysis in a mathematical way. First, we start by introducing special
geometrical properties of compositional data, and eventually its own new geometry,
called Aitchison geometry. Some specific coordinate representations are defined in
Section [2.2} These representations are often simply called transformations, which
are applied to the raw data before some standard statistical methodology can be
used. In Section [2.3] there is a short reminder of the potential preprocessing issues,
specific for compositional data.

2.1 Geometrical properties and Aitchison geometry

For introducing the geometrical properties of compositional data we start by defining
the main metrical concepts of the Euclidean space. The Euclidean space is associated
with a vector space structure, where we define the scalar product, norm and distance
between the two vectors x = (z1,...,2,) and 'y = (y1,...,4p)"

<X,y >=

x| =V<x,x>=

dx,y) = |x =yl =

Compositional data are carrying relative information between their composi-
tional parts. First let us assume that the compositional parts sum up to some
constant . Then our sample space is defined as a D-part simplex SP:

D
SD:{X:(l‘l,...,.Z'D)/ERDIZEZ'>0,Z$¢:KJ}

=1

Graphical illustrations of the 2-part and 3-part simplex are shown in Figure 2.1}

We can easily notice that in real world examples, it does not always happen that
all the collected observations sum up to the same constant. Moreover, maybe we
would want them to all sum up to the same constant (for example, to 1) so we can
compare them. In other words, we can show that the sum does not matter because
we can always rescale the composition without changing the relative information of
the parts. For that reason we define the closure operator:
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Figure 2.1: 2-part simplex in R? (left), and 3-part simplex in R? (right), shown by
the dashed lines

After applying the closure operator, the compositional parts sum up to k. Now
we say that two compositions x and y are compositionally equal if C, (x) = C,(y).
Figure shows visualizations of compositions which are rescaled to sum 1.

X2

\‘ y Y2

Figure 2.2: In both cases, the compositions x, x; and X5, as well as the compositions
y,y; and y, are compositionally equal

Since rescaling the composition does not change the relative information, the
new definition of the sample space is given by:

SD:{X:(ZL‘l,...,ID)/GRE|l‘i>O,VI€>0§|!)\>OZX:)\CH(X)}

In other words, SP refers to equivalence classes of compositionally equivalent
vectors.
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Compositional data do not follow the usual Fuclidean geometry. The aim is
to define a vector space structure of the previously defined simplex. Consider two
compositions x and y from the simplex sample space SP . Then the perturbation
is defined as:

X@y = (xlyla cee 7nyD)/

The powering is defined as:

aox=(z3,...,2%)

By applying perturbation and powering, it is also possible to define the pertur-
bation difference as:
xoy=x&(-1) oy = (... 2Ly
1 Yo
A Euclidean vector space structure can be obtained by defining norm, inner
product, and distance in the Aitchison sense:

D D
1 xX; i
da(x,y) = || 550 > (In =" —In 2

The definitions are based on logarithms of ratios (logratios) between the compo-
sitional parts. Indeed, one can see that the sum of the compositional parts is irrel-
evant. For example, the compositions x = (z1,...,zp) and x) = (Azy,...,Azp)’
lead to the same logratios, for any A > 0.

2.2 Coordinate representation

Compositional data analysis is associated with applying an appropriate transforma-
tion and then using the standard statistical methodology on the transformed data.
A transformation can also be viewed as expressing the compositions in a coordinate
system with respect to the Aitchison geometry. As one then works just with the
transformed data, the interpretation of the results should also be adapted. Here, the
emphasis is on the so-called logratio coordinates, driven by the Aitchison geometry.
It is also possible to get back to the original compositional data — up to a scaling
factor.
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Additive Logratio (alr) Coordinates

Taking the alr coordinates is a mapping from SP to RP!:

/
xU) = alr;(x) = (lnﬂ, ..., In xj*l,ln xj“,. ..,In x—D>
Zj Lj Lj Zj

One can notice that prior to taking the alr coordinates, one must choose one of
the variables (z;) to be the ratioing one. This is already one disadvantage of alr
coordinates because the choice would depend on the context of the data or suitability
for visualizations and data exploration.

However, the alr coordinates move the operations of perturbation and powering
to the standard vector addition and multiplication, but this is not fullfilled for the
Aitchison inner product, norm and distance. e.g. < X,y >4#< alr;(x), alr;(y) >.
In other words, the alr coordinates do not build an isometry between Aitchison and
Euclidean space!

Moreover, it would be wrong to interpret the alr coordinates in terms of the
original parts, e.g., the first coordinate 1n§—; contains relative information of x;
only to the j-th part, but not to all the other parts. Thus, the interpretation of a
particular coordinate cannot be made in terms of one part.

Nevertheless, alr coordinates are mentioned rather for historical reasons.

Centered Logratio (clr) Coefficients
A composition x € SP is expressed by a vector y € R?, with:

€

y = (... yp) = clr(x) = (1“ g gffx))/

D 12D
Hmk = exp <5 Zlnxk>
k=1 k=1

The denominator g,,(x) is called geometric mean.

Clr avoids the subjectivity of the choice of the denominator and treats the com-
ponents symmetrically. Moreover, the clr coefficients represent an isometry: all
metric concepts in the simplex are maintained after taking the clr coefficients. This
fact is important since then the Euclidean distance after the transformation is equal
to the Aitchison distance on the simplex, which would be of great importance if
we want to apply any outlier detection method described later in this thesis (see
Section .

The components sum up to 0, so one ends up with constrained data. Nev-
ertheless, it is easy to notice the geometrical peculiarity that there is one more
composition than necessary to form the basis in the Aitchison geometry, being the
dimension of D — 1. Therefore, y represents coefficients with respect to a generating
system (instead of a basis) and we refer to clr coefficients (instead of coordinates).

This means that there is not a unique possibility how to form coefficients with
respect to the same system of compositions. Thus, it is not possible to consider
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just one of the clr coefficients for the analysis without taking also the others into
account.

Putting the compositions in a data matrix, after expressing each observation in
clr coefficients, the resulting matrix has not full rank in the columns and the corre-
sponding covariance matrix is singular which can be a big problem when one needs
to calculate covariance matrix for outlier detection techniques (see Section [3.2).

We can write the coefficient y; as:

1
ylz—(lnﬂ—l—...—klnﬂ).
D i) D

Thus, the logratios of part z; to all other parts are involved and each logratio
contributes with the same weight to the first coefficient y,. That clearly shows that
among different coefficients there is “overlap” of information. This problem will be
solved by introducing the isometric logratio coordinates (pivot coordinates).

Another interesting fact is that, for example, y; can be written as

12
y1=Inx — Bglnxk,

which means that the observations are actually just log transformed and centered.
Isometric Logratio (ilr) Coordinates

There are more ways of building an orthonormal basis in the hyperplane formed
by clr coefficients. One specific way proposed here are the so-called ilr coordinates
(Filzmoser et al., 2018]).

One particular proposal of the chosen basis is:

ilr(x)=2z=(21,...,2p_1)

D—j I‘j

In
D—-j5+1 /TP
I K \/ Hk:j+1 Lk

The scaling constants guarantee orthonormality of the coordinate system. By
taking the ilr coordinates, one ends up with the full rank in the data matrix. How-
ever, the interpretation of the coordinates is not as simple. That is why one part
(here x1) is set to be a pivot and it is contained just in the first coordinate. Thus,
the first coordinate has a special meaning and interpretation property. This is the
reason why ilr coordinates are also referred to as pivot coordinates. The first
coordinate expresses the level of dominance of part x; with respect to all the other
parts and this is not the case for other parts.

So, the first coordiante z; contains all relative information about x;. In other
words, this coordinate expresses the level of dominance of part x; with respect to
the other parts “on average”. For positive values of z1, the first part dominates in
the composition and vice versa for negative values. z; = 0 indicates a balanced state
between x; and an average behavior of the other parts.

Zj:
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It is important to remember that no other part can be interpreted in such a
manner. Note also that the first pivot coordinate z; and the first clr coefficient 1,
are proportional up to a scaling factor depending just on a dimension D. Thus,
also y; can be interpreted like z; in terms of the relative dominance of z; in the
composition. However, z = (21,22,...,2p_1)" are coordinates of an orthonormal
basis which is not the case for the clr coefficients. The clr transformation is, thus,
leading to singularity of the covariance matrix, which would be a problem for further
outlier detection techniques (Filzmoser and Gregorichl, [2020).

As mentioned previously, the clr coefficients map a composition x to a hyper-
plane: H : y; + ... +yp = 0, i.e., to a subspace of R”. Then the ilr coordinates are
formed by coefficients expressing x in an orthonormal basis of this hyperplane. If
we denote the D x (D — 1) matrix, containing all the orthonormal basis vectors as
columns, as V, one immediately gets the relation between clr coefficients and pivot
coordinates as

y=Vz.

Finally, like clr coefficients, also ilr coordinates represent an isometry, which
is important for further outlier detection techniques, where one does not want to
deform the distance between the samples by taking the coordinates.

Generalization of Pivot Coordinates. It can be of interest to obtain a
specific interpretation for some other part within a composition. One can simply
permute the compositional parts in a way that the part of interest is placed at the
first position:

x = (v, 21, 1, T4ty - -, Tp) = (xgl), . ,a:([l)))'
. @
20 = D=7 In %
J D—4+1 _i /=D 1
J 3 Hk:j—H ﬂfi(e)

Another choice of the pivot coordinate system is just a rotation of the original one.

Symmetric Pivot Coordinates. If one is interested in the relation between
two compositional parts, a possible alternative is to construct such coordinates that
would treat the dominance of both parts symmetrically.

We would then construct the coordinates denoted as: 251’2) and 251’2) (for the
exact definition, see |Filzmoser et al., 2018]), which can be used for bivariate analysis.

Balances. It can be of interest to interpret the behavior of (non-overlapping)
groups of compositional parts. Such coordinates are called balances and their
construction is called sequential binary partitioning (SBP) (Filzmoser et al.

2015).

10
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2.3 Preprocessing issues

While working with compositional data sets, we will not always be able to apply
needed transformations and statistical methods immediately and there will be a
need for special preprocessing.

Since we are working with logratios, the presence of missing values in some
compositional parts, but also zero values, should be handled beforehand. Zeros
are basically excluded from the definition of compositional data. According to the
nature of zero values, rounded, count and structural zeros need to be considered.

Rounded zeros occur when either small values are rounded to zeros, or a measur-
ing device/tool has a detection limit that automatically sets values below this limit
to zero. Count zeros result similarly from insufficient sample size. For the imputa-
tion of missing values, rounded and count zeros, model-based algorithms have been
developed. On the other hand, structural zeros are a result of a structural process,
and thus imputing them to obtain a full data set is not meaningful.

Values below the detection limits are often set to zero, to half of the value of
the detection limit, or to the negative value of the detection limit. The meaning,
however, remains the same: the value cannot be measured and thus we can consider
it as a zero. It is also possible that some parts can be measured with higher precision
than others. If the percentage of data with values under the detection limit is not
too high (less than 10%), the simplest solution is to impute zeros with 2 of the
detection limit (DL). This minimizes the distortion of the covariance structure but
the univariate character of this imputation ignores the multivariate complexity of the
compositional data and multivariate imputation methods outperforms it
et al., 2015).

Structural zeros are the most challenging type of zeros for compositional data
preprocessing, since that means that a component is truly zero. Their replacement
might lead to artificial outliers which becomes a serious problem for the (outlier de-
tection) analysis. One way to deal with them is to simply consider two populations,
one with zero values and one with some strictly positive values for a specific compo-
nent (Aitchison and Kay| 2003)). Another way is to use amalgamation (Aitchison,
1982)), that aims to aggregate the values of parts containing zero values to such
part(s) that never have this effect, but are thematically related. For more insights
and tool propositions see also Templ et al. (2017)).

Due to the relative nature of the compositional data, there are some peculiarities
that are also worth to be considered. Particularly, observations are rarely measured
in terms of ratios and almost always the absolute values are produced. We would
maybe want to add a certain positive value to avoid negative and/or zero values
or they are resulting from calibration of the measurement device. Clearly, this
adjustment could completely destroy the source information. The influence can be
particularly severe for small (absolute) concentrations.

The topic of preprocessing data for compositional data analysis is discussed in
more detail in [Filzmoser et al.| (2018)), with proposed algorithms that deal with zeros
and missing values.
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3 Outlier Detection

This section is aimed at explaining common tools and techniques of outlier detec-
tion. At the start of any statistical data analysis it is usually needed to make some
assumptions of the underlying distribution of the data at hand and to estimate
the parameters. Section [3.1] approaches the difference between robust and classical
statistical estimates. In Section the simplest outlier detection methods are in-
troduced for univariate and multivariate data, but also the importance of robustness
in outlier detection is emphasized.

3.1 Classical and robust statistical analysis

Compositional data, like any other data collected from practical applications, can
contain outliers, inconsistencies, measurements errors, etc. By applying statistical
methods we would not like those violations to give us biased results. That is why
robust statistics was developed. The basic idea behind robust statistical methods
is to fit a model to the majority of data points, and not to satisfy every single data
point. The point is that a robust estimator does not change arbitrarily in presence
of contamination.

There are different measures of robustness. One of them is the influence function.
For example, the arithmetic mean can go towards infinity if just one observation is
moved arbitrarily far away from the data set, while the median remains more stable.

Another measure is the breakdown point. Intuitively, one can say that it measures
the minimal fraction of arbitrary contamination that drives the estimator beyond all
bounds or, in other words, causes the estimator to yield an arbitrarily large result.
Seheult et al| (1989)) offers a more precise definition: Let 7" be an estimator and
X = (z1,...,7,) any sample of n data points. Now, let us consider all possible
"corrupted” samples X’ that are obtained by replacing any m of the original data
points by arbitrary values. Let us denote by bias(m;T, X) the maximum bias that
can be caused by such a contamination:

bias(m; T, X) = supx/||T(X') — T(X)||,

where the supremum is over all possible X'. If bias(m; T, X) is infinite, this means
that m outliers can have an arbitrarily large effect on T', which may be expressed by
saying that the estimator “breaks down.” Therefore, the (finite-sample) breakdown
point of the estimator 71" at the sample X is defined as:

er(T,X) =min {@ sbias(m; T, X) = oo} :

n

For the arithmetic mean the breakdown point equals %, which tends to zero for

increasing sample size n, so we say that the asymptotic breakdown point is 0. On the

other hand, the breakdown point of the median is 0.5, which is the highest possible
value.

12
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Univariate Location and Scale

Let us take a look at a simple example, the classical estimator of the location
parameter of a normal distribution, i.e. at the arithmetic mean. A robust al-
ternative is the median, which is given as the innermost value of the sorted data.
Although, as already seen, it has very good robustness properties, the median has
very low efficiency. Increasing the efficiency in general, requires using more of the
available data information. There is also the trimmed mean as a compromise
between good robustness and efficiency, with a tuning parameter o € (0,0.5) that
regulates the amount of trimming.

We are still considering a normal distribution N (p,0?). The parameter o refers
to the scale of the distribution. The classical scale estimator for given data x, ..., z,
is the empirical standard deviation

where = = % > i, ; is the arithmetic mean.
In the case of the scale estimator, a robust alternative is the median absolute
deviation, defined as

Sypap = 1.4826 - median;|z; — |,

where Z denotes the median of the sample, and the factor 1.4826 makes the estimator
consistent under normality.
Another possible robust scale estimator is the interquartile range,

SIQR = 0.7413 - (%.75 - 90.25)7
where ¢, denotes the k-quantile.
Multivariate Location and Covariance

Let us now consider multivariate (non-)compositional observations 1, ..., x, €
RP, which form the rows of the n x p data matrix X. In the following, these
observations will typically be the compositions, expressed in one of the introduced
coordinates.

The classical estimators for location and covariance are the arithmetic mean
vector & and the sample covariance matrix S, defined as

n
_ 1
n <
=1

S, = ! > (@ —&)(w; — x).

T n-—1
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Both estimators’ breakdown point is zero. Thus, they are both highly sensitive
to outliers and we would like to rather use robust alternatives. Nevertheless, the
classical location and covariance estimators are affine equivariant, which means that
they transform properly under affine transformations. An affine transformation of
the data matrix X is given by a non-singular p x p matrix A and a vector b of
length p as:

Y =XA+1,b

So, Y as outcome is any shifted, rotated and rescaled version of X. Thus,
estimators of location ¢ and covariance C are called affine equivariant if they
satisfy

t(Y) = t(X)A + b,

The most popular robust estimator of location and covariance is the mini-
mum covariance determinant (MCD) estimator. It is defined by that subset
Zi,,...,x; of h observations whose sample covariance matrix has the smallest de-
terminant among all possible subsets of size h. Denote this index set of the resulting
h observations by Ij,. The MCD location estimator t,,cp is given by the arithmetic
mean of those h observations, and the MCD covariance estimator C'y;cp by their
sample covariance, multiplied by a factor c);cp for consistency,

1
tycp = 7 Z x;
iely
1
Cricp = cyvep 1 Z(wz —tmep) (@i — tuep).

ic€ly

The number A refers to the data majority. It can be taken as an integer in the
interval [(n+p+1)/2,n]. The highest breakdown point is achieved for the smallest
value of h, but this also leads to low efficiency. In practice, the compromise is to
take h ~ 0.75 - n.

The MCD estimators ty,cp and Cycp are also affine equivariant which will be
important for outlier detection methods with compositional data, because we do not
want to depend on the chosen basis of (ilr) coordinates and the potential outliers will
remain identical, no matter what transformation of the data was used
and Gregorich, [2020)).

From the computational side, it is important to mention the routine tool for
computing MCD estimates, FAST-MCD algorithm, which efficiently computes
the exact MCD for smaller data sets and gives satisfying accurate estimates for
larger data sets (Rousseeuw and Driessen| |1999).

The limitation is that the MCD estimator does not work for data sets with more
variables than observations, because the determinant of the covariance matrix of any

14



Die approbierte gedruckte Originalversion dieser Diplomarbeit ist an der TU Wien Bibliothek verfligbar

The approved original version of this thesis is available in print at TU Wien Bibliothek.

[ 3ibliothek,
Your knowledge hub

Local Outlier Detection for Compositional Data Lorena Braus

subset would always be zero. To ensure the positive definiteness of the estimated
covariance matrix, the regularized M CD estimator can be used. The basic idea is
to replace the subset-based covariance by a regularized covariance estimate as seen in
[Eritsch et al| (2011) and |[Ernst and Haesbroeck| (2017)). Here, a ridge regularization
is considered and one wants to keep the good breakdown point properties of the
MCD estimator.

The regularized MCD estimator is obtained by the maximization of the penalized
negative log-likelihood function restricted to a subset of % < h < n observations,
given by the index set [j:

: 1 /51 —1
(ny. %) = argmin (1og|z|+ﬁ2<wi—u>z (2 — ) + A tr(S >>

€1y,

Two parameters are to be considered and tuned: the coverage h and the requ-
larization parameter \.

1. The coverage is chosen according to the breakdown point of the robust esti-
mator one wants to achieve by taking & = [n x (1 — a)] where 0 < a < 3 is
the chosen breakdown value.

2. The regularization parameter equal % would yield an unbiased estimation
of the trace of the covariance matrix.

As explained in [Fritsch et al| (2011)), the FAST-MCD algorithm from
and Driessen| (1999) can be adopted to compute the regularized version of the MCD
estimator as well.

3.2 Univariate and multivariate outliers

In the last subsection, we saw how to use robust counterparts instead of classical
estimators so that the always-present data outliers do not spoil our statistical anal-
ysis. In general, we do not want to remove data outliers from our dataset. We want
to find them and analyze them. Even more, they are usually the most interesting
observations, because some other atypical phenomenon is responsible for it.

Univariate outliers

If we are assuming, for example, that some univariate data are following a nor-
mal distribution with certain parameters, where are the possible outliers coming
from? They could come from a different distribution completely, or from a normal
distribution with different mean and/or variance.

Thus, under the assumption of normality, the regular observations are gener-
ated from some normal distribution N(u,o?), where mean p and variance o are

unknown. So, we expect that the ”inner” 95% of the data are in the interval
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[ —1.96- 0,4+ 1.96 - o].

The left boundary corresponds to quantile (Qy25 and the right one to Qo975 of
the distribution. In other words, 5% of the data would fall outside of the interval and
we could see them as "unusual” observations, or simply as outliers. Nevertheless,
in practice it is unclear if those outliers are generated from a completely different
distribution, or they are just located on the extremes of the current distribution.

Going back to the point of the last subsection, we already assume that the
outliers are present in the sample and they would potentially have an effect on the
classical estimators, and consequently on the interval boundaries.

We can prevent that by using robust alternatives from the last subsection. So,
the robust interval looks like this,

[Zﬁ —1.96 - SMADV% + 1.96 - SMAD],

where T denotes the median and sj;4p the median absolute deviation.
Another possible robust alternative is

[JNZ —1.96 - S[QR,Z% +1.96 - S[QR],
where s;gr denotes the interquantile range.

It is important to notice that for a normally distributed sample with very large
n, the resulting intervals will be identical to the one with classical estimators, [T —
1.96 - s,z 4 1.96 - s].

A fourth possibility for identifying outliers is the Tukey boxplot. Figure |3.1
shows three examples visually. In this case, outliers are the observations outside of
the interval

[Qo2s — 1.5 - IQR, Qo5 + 1.5 - IQR],

with the interquantile range IQR = Qo5 — Qo.25-

One can adjust the factor 1.5 of the boxplot fences to the needs of the distribu-
tion. For example, if the distribution is rather skewed, the adjusted boxplot can
be used (Hubert and Vandervieren| 2008).

Multivariate outliers

Multivariate outliers are harder to find than univariate ones, since we can no
more rely on a visual inspection of the data. Moreover, they are not any more ex-
tremes along one coordinate, but could be anywhere in the whole multivariate space.
Statistical theory of multivariate outlier detection is based either on univariate pro-
jection of the multivariate data or on the estimation of the empirical covariance
structure to assign to each multidimensional data point a distance to the centre of
the bulk of the data (Filzmoser and Gregorich| [2020)).

In this section, it is assumed that the multivariate data are already compositions.
It is common to first express the data in the compositional space with some repre-
sentation in logratios coordinates, and then apply the multivariate outlier detection
methods.
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values

MN_0_1 MN_1_1 MN_0_2

Figure 3.1: The boxplots of samples of 1000 generated values from normal distribu-
tios N(0,1), N(1,1) and N(0,4).

However, there are a few points to think about while detecting outliers in com-
positional data. First, it is important to realize what are the sources of outlyingness
in the compositional data, for example which parts are responsible for having devi-
ating logratios. We also want to have the methods that are able to discover outliers
independently of the choice of the coordinate system (coordinate representation).
Another point is that the parts with low concentrations will tend to produce more
outliers. This is closely connected to approaching the detection limits of the mea-
surement devices, where the precision of measurements is lower.

Suppose we have a compositional data set X, with n observations and D com-
positional parts. Representing the data in ilr coordinates results in an n x (D — 1)
matrix Z with observations z4,...,z,.

Following the standard multivariate outlier detection procedure, we have to as-
sume that the observations of Z are generated by a multivariate normal distribution
with mean vector pu and covariance matrix 3.

For the location estimator t and the covariance estimator C, the squared Ma-
halanobis distance is defined as

MD(z;)? = (z; —t)C '(z; — t), fori=1,...,n.

For robustigying the Mahalanobis distance, the robust MCD estimates can be
used for t and C. The key strength of the robust MCD estimator is the property of
affine equivariance. As a result of this property, the robust Mahalanobis distance also
remains unaffected under affine transformations (Filzmoser and Gregorich| 2020).

The squared Mahalanobis distances are approximately following a x? distribution
with D — 1 degrees of freedom, x%_;. Thus, similar as in the univariate case, it is
possible to use the 0.975 quantile, x7,_ ;.9 75 as a cut-off value for identifying outliers.
The observations z; with

MD(z;)* > X2D—1;0.975
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are marked as multivariate outliers.

As already mentioned, the reason for outlyingness of observations is usually
unclear. There are, however, some tools (plots) proposed in the literature that help
with the interpretation of multivariate outliers (Filzmoser et all |2012).
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4 Local Outlier Detection Methods

In the next sections, three different local outlier detection techniques are described.

In the previous section, the tools for the outlier detection (for compositional data)
were introduced. In general, we were talking about global outlier detection. Now,
let us assume that our (compositional) data has some spatial component. Meaning,
that each observation has a pair of spatial coordinates. Thus, identifying global
outliers means identifying outliers overall in the whole data set without considering
the spatial dependency. Nevertheless, finding local outliers could be of interest in
many fields where the data have a spatial component, for example environmental
data. That means that those outliers are outliers in some defined neighborhood.

As a result, we should keep in mind that we are, on one side, dealing with the
spatial space (spatial coordinates) and, on the other side, with the variable space
(compositional space).

A local outlier can, but does not have to be a global outlier. Every global outlier
usually is a local outlier, but it does not have to be. It could be also of interest to
compare outliers’ local and global nature.

4.1 Robust local outlier detection technique

At the end of the last section, the most common measure of outlyingness was in-
troduced, the Mahalanobis distance. This distance measure in the variable space
assigns to each observation the distance from the ”centre” of the multivariate data
set. As already emphasized several times throughout this work, it is crucial how one
estimates the location and the covariance matrix. Thus, robust estimates have to
be used.

If we define some cut-off value for the Mahalanobis distance (for example, the
0.975 quantile, X% _1,0975), then all the observations z; with MD(z;)* > x5 _1.0.975
are marked as multivariate outliers. Those are considered global outliers, since no
spatial dependency was taken into account.

This method relys on comparing the so-called pairwise Mahalanobis distances in
the spatially defined neighborhoods (with respect to pairwise Euclidean distances in
the spatial /geographical space).

For the coordinates (geographical locations) (s;, s;), let us consider the Eu-
clidean distance:

BED(si,55) =/ (s: = 8) (i — 5,).

In the following, the geographical location (spatial dependency) will always be
a pair of coordinates, meaning s; is a vector of length 2.

For the two multivariate observations z; and z;, the pairwise Mahalanobis
distance is defined as

MD(z:.2;) =\t — 2,)C (2 — ;).

19



Die approbierte gedruckte Originalversion dieser Diplomarbeit ist an der TU Wien Bibliothek verfligbar

The approved original version of this thesis is available in print at TU Wien Bibliothek.

[ 3ibliothek,
Your knowledge hub

Local Outlier Detection for Compositional Data Lorena Braus

where C is the robust MCD estimator of the covariance matrix of the data set.

Let us consider a sample zq,...,z, of i.i.d. random vectors of dimensions D
following a Gaussian distribution N(u,X) with mean p € R” and covariance X,
where ¥ is a D x D symmetric positive definite matrix.

It is known that the M D(z;)?,i = 1,...,n, arei.i.d. and follow a x%, distribution.
Moreover, the conditional distribution of the pairwise squared Mahalanobis distances
MD(z;,z;)?* j=1,...,n, given z;, is a non-central x? distribution with D degrees
of freedom and non-centrality parameter M D(z;)* (Filzmoser et al.| (2014)).

Using this fact, it is possible to define the outlyingness in a local sense. Since
local outliers are supposed to be different from their neighbors, one could define
a quantile of the non-central chi-square distribution that can be used as a cut-off
value for the pairwise Mahalanobis distances. However, this approach has to be
taken with caution, since we deal with the additional problem of violation from the
i.i.d. assumption. The data observations are, in general, not independent, since we
are dealing with spatially dependent data.

Let z; be the next neighbor of z;, i.e. the Euclidean distance between s; and
s; is the smallest among all the neighbors of observation z;. Thus, the pair-
wise squared Mahalanobis distance M D(z;,2;)? is equal to a certain «(j)-quantile
XDua(j) (M D(2;)?) of the non-central chi-square distribution. The value a(j) will be
called the degree of isolation from the next neighbor.

Note that just by chance the next neighbor could be close but a third neighbor
far away and local outlyingness of an observation implies that the observation is
very different from most of its neighbors. Therefore, 5 will denote a fraction, and
[n(i) - B] is the number of neighbors out of n(7) of them in the neighborhood of z;
that can be similar to z; but the remaining neighbors have to be reasonably different
(here,[z] means rounding to an integer not smaller than x). Note that 0 < 5 < 0.5
aims at looking for local outliers, but for 0.5 < # < 1 it is possible to search for
homogeneous regions.

Definition of local neighborhoods

Local outlier detection requires the definition of local neighborhoods. For this
purpose, two common approaches are proposed:

1. Fix the distance d,,,, and define the neighbors of an observation z; as all points
z;,(j =1,...,n;j # i) where the distance ED(s;, s;) is not larger than d,,,,.

2. Define the neighborhood of an observation z; with the k£ nearest neighbors
(kNN) method. For an observation z; we have to consider the sorted distances
ED(si,s1)) < ED(8;,8(2)) < ... < ED(83,80)) < ... < ED(s;,8(m)) to all
other observations and the kNN to z; are all observations where ED(s;, s;) <
ED(si,sw)) for j=1,...,n;j #i

Clearly, if kNN is used, the number of neighbors of any observation i € {1,...,n}
is always fixed, n(i) = k.
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Let M D(z;,z¢;))* be the sorted squared pairwise Mahalanobis distances of ob-
servation z; to all of its neighbors z(;, , with j € N; = {i1,...,i,4)}. As already
discussed, the degree of isolation of an observation z; from a fraction (1 — () of its
neighbors can be characterized by the «(i)-quantile

Xbiay(MD(2:)?) = MD(2i, 2fn(i) 51)°

If a large amount of neighbors is taken into account and all the assumptions
are fulfilled (independence and normal distribution of the observations), then «(7)
should be approximately equal 5.

However, if a(i) is substantially larger (e.g. two times) than (3, observation z; is
considered a local outlier.

In the following we demonstrate the proposed techniques at an example, which is
a subset of monthly weather data of Austria/GeoSphere Austria| (2021)). It represents
183 stations in Austria where 10 different variables were noted (including spatial
coordinates, longitude and latitude). The focus here is just on two measurements,
average daily sum of precipitation in mm (rsum) and altitude of the weather station
in meters (alt).

48.5
|

47.5
|

Distance to neighbor
.|
|
Y coordinate

46.5
|

0 50 100 150 10 12 14 16

Sorted index X coordinate

Figure 4.1: Local outlier detection of two variables of the |GeoSphere Austrial (2021)).
Left: observations sorted by their degree of isolation with distances to their neigh-
bors; right: the selected 10 most extreme local outliers with their 5 nearest neighbors
in the geographical sense.

The neighborhood size for the kNN is fixed to &k = 5, and the parameter § = 0.1.
For each observation the degree of isolation is computed and then the observations
are sorted by the degree of isolation on the x-axis of Figure (left). Vertically
there are neighbors to each observation marked by their distance on the y-axis. The
plot is also split into local (left) and global (right) outliers. The most extreme local
outliers were selected and they are marked on the right plot of Figure 4.1, in the
spatial coordinate space with their 5 nearest neighbors connected to them.
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The plots were made using the function locoutSort that can be found in the R
package mvoutlier (Filzmoser and Gschwandtner| (2021))).

With the method described in this subsection, all together 12 local outliers were
identified. As one can see in Figure (top), they are not necessarily extreme in the
data cloud. There are other observations that clearly deviate from the majority in
the variable space, but those would refer to global multivariate outliers. However, the
identified local outliers can possibly indicate regions with stronger local variability,
such as the stations which are on higher altitude (in the mountains), but all their
5 neighbors are lower in the valleys. There are of course all the other measured
variables that one can take into account, or that can influence rsum or alt, so this
just shows a simple example in the two-dimensional variable space, since this way
we can still plot the observations.
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Figure 4.2: The marked 12 most extreme identified local outliers. Top: scatter plot
in the space of variables rsum and alt; bottom: scatter plot in the geographical
space.
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4.2 Regularized spatial outlier detection technique

In the last section, local outlier detection for spatially dependent data was intro-
duced. The method in this section extends the previous method with two proposed
improvements. This method was introduced in [Ernst and Haesbroeck| (2017)).

We start with the idea that the observations can be categorized in four groups:
the local outliers, the global outliers, the local and global outliers and the regular
observations. It is of interest here to tackle the problem of detecting local outliers.
Thus, it would be important to try to improve the method’s local nature.

The way of defining the neighborhoods should be done independently before
applying the detection technique. Therefore, it is still proposed to either fix the
maximal allowed distance d,,,, or to fix the parameter k for the kNN distance.

In Filzmoser et al. (2014), the technique is based on calculating the (squared)
pairwise Mahalanobis distances

MD(Z2'7Zj)2 = (Zi — Zj)/c_l(Zi — Z])

of all the observations z; in the neighborhood of the observation z;, relying on the
robust estimation C of the global covariance matrix. This leads to the computation
of the isolation degree as this degree is a quantile of a non-central x? distribution.

Therefore, to increase the local nature of this procedure, it is suggested to take
locally estimated covariance matrices into the definition of the pairwise squared
distance, yielding so-called local squared Mahalanobis distances

]\4.D(ZZ‘,Z]')2 = (Zi - Zj)/Ciil(ZZ‘ - Zj).

Here, C} is the robust MCD estimator of the covariance matrix X; of the obser-
vations belonging to the neighborhood of z;, and z; itself.

Nevertheless, some care is needed while computing the local estimator Cj, be-
cause the number of neighbors n(i) can be very small, sometimes even smaller than
the dimension D. We want to ensure the positive-definiteness of the estimated co-
variance matrix. Therefore, the regularized version of the MCD estimator already
introduced in Section B.1] should be used.

One should consider more detailed analysis of choosing the tuning parameters
for the regularized MCD estimator of each neighborhood:

1. The coverage is chosen according to the breakdown point of the robust esti-
mator one wants to achieve by taking h = [n x (1 — a)], where 0 < a < % is
the chosen breakdown value. It can be shown that the breakdown point of the
regularized MCD is given by w It is not expected to have more than
25% of outliers in each neighborhood, so it is decided to set the coverage rate
to the proportion 0.75 for all the local estimations (i.e. h; = (n(i)+1) x 0.75).

tr(3)

2. The regularization parameter equal to= = would yield an unbiased estimation

of the trace of the covariance matrix. That means that \; can locally be set

—

to trlsi"), where 7@ should be robustly estimated.
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All the proposed parameters are taken from Ernst and Haesbroeck| (2017)).

A second improvement can be made to the methodology in [Filzmoser et al.| (2014))
in order to take into account the possible heterogeneity of the local neighborhoods.

One can measure the concentration in the space of the non-spatial attributes
(variable space) of the observations in a neighborhood as the volume of the ellipsoid
centered at the robust estimation of the local mean and shaped according to the
locally and robustly estimated covariance matrix.

More precisely, let the g, and 3; be the regularized MCD estimations for the
neighborhood of the observation z;. The estimated covariance i is characterized

by its size, i.e. its determinant and a shape defined by V; = 3; /1/ |§3\Z| Notice that
the determinants of all shape matrices are equal to 1 and therefore, using them to
construct the ellipsoids yield the ellipsoids of comparable volumes.

Moreover, a measure of concentration in the i-th neighborhood, ¢;, can be defined
as follows,

where H; is the optimal subset corresponding to the regularized MCD estimations.
An alternative option for computing a measure ¢; of concentration would be to
replace the mean by the median.

Finally, the resulting ”volumes” ¢; are ranked from the smallest (most concen-
trated ellipsoid) to the largest. Only the observations having neighborhoods among
the smallest [8 x n] ellipsoid volumes are considered further in the local outlier
detection technique.

Taking the parameter g too large means to allow more heterogeneous zones to
enter our analysis which can increase the false positive rates. On the other hand,
taking £ too small could be too restrictive as some neighborhoods can contain more
severe local outliers. It is advised to take a grid of proportions for 3, for example
0.1,0.25,0.5,0.75,0.9, and for each of those continue the analysis.

The last change in the method from the Section is the parametric approach
with the x? distribution. This parametric approach has been replaced by a non-
parametric one. The next neighbor of the observation is considered, being the clos-
est neighbor in the non-spatial (variable) space. The (local squared Mahalanobis)
distance between the observation and its closest neighbor is called next distance and
when this distance is large, the observation is considered to be a local outlier.

Now, for each of the g from the chosen grid, the next distances are plotted by
means of a boxplot. Nevertheless, asymmetry of the distribution of the distances
should be taken into account, so the adjusted boxplot is preferred. Full details
on the adjusted boxplot can be found in Hubert and Vandervieren| (2008).

The fences of the boxplot used here are

[Qo2s — 1.5¢ MY IQR, Qo5 + 1.5¢*M° - IQR],

where MC denotes the medcouple, which measures the skewness of the sample and
is defined by
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MC = medianzi<QoA5<z]~ (Z] — Q0.5)<Q0‘5 — ZZ) .
- - Zj — Z;

The observations having the biggest next distances may be considered local out-
liers. Thus, the natural cut-off value is the upper whisker of the adjusted boxplot.

To demonstrate the usage of the proposed method, let us get back to the data set
of the [GeoSphere Austria| (2021) monthly weather data (from the Section [4.1]). We
are again observing just two variables rsum and alt. After applying all the necessary
steps, one can study the adjusted boxplot of the "next distances” of the observations
(Figure . For demonstration purposes, the parameter [ is set to 1, meaning all
the neighborhoods are considered for local outlier detection. The parameter k for
kNN is still set to be 5.

0 50 100 150 200

Figure 4.3: Adjusted boxplot of the "next distances” values.

Fourteen observations had their "next distance” value over the upper whisker
and are thus considered as the most extreme local outliers. They are marked in the
variable space of rsum and alt, as well as in the spatial coordinates in the scatter
plots of Figure [£.4] Again, the local outliers do not have to be the most extremes
in the whole data cloud.
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Figure 4.4: The marked 14 most extreme found local outliers. Top: scatter plot in
the space of variables rsum and alt; bottom: scatter plot in the geographical space.

4.3 LOF

The following method was introduced in Breunig et al. (2000). This method, as
the previous two, defines some "measure” of being outlier. For the start we would
assume that the property of being an outlier is a binary property. That is, either
an object in the data set is an outlier or not. For many cases, the situation is
more complex, so as before, some degree of being an outlier will be assigned to the
observations.

The outliers are local in the sense that only some restricted spatial neighborhood
of each observation is taken into account. This happens in the space of spatial
coordinates. After the local neighborhoods are defined, in the following we will be
focusing just on the variable space.

Contrary to the previous two approaches, the LOF method does not use the
MCD estimates. It proposes a completely new measure of outliyngness, and outliers
are not defined based on the probability distribution of the data, that is in general
unknown.

We begin by defining the k-distance of object p: Let k be a positive integer. The
k-distance of object p, denoted as k-distance(p), is the distance d(p,0) between p
and an object o € O such that:

e for at least k objects o' € O\ {p} it holds that d(p, o) < d(p,0), and

e for at most k — 1 objects o' € O\ {p} it holds that d(p,0’) < d(p, o).
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In other words, it is the distance of the object to the k-th nearest neighbor. Note
that the set of the k nearest neighbors includes all objects at this distance, which in
some cases can be more than k£ objects. We then define the k-distance neighborhood
of the object p as

Ni(p) = {q € O\ {p}d(p,q) < k-distance(p)}.

The chosen distance d can be any distance in the variable space. For simplicity,
let us assume it is the Euclidean distance in the multivariate variable space. The
object p is then some vector (observation) from that space. However, we will con-
tinue to use the notions distance and objects to stay on the abstract level for this
subsection.

We continue by defining the reachability distance of an object p from o. Let k
be a natural number. The reachability distance of object p from o is defined as

reach-disty(p, 0) = max{k-distance(o),d(p,0)}.

Intuitively, if object p is far away from o, then the reachability distance between
the two is simply their actual distance. However, if they are “sufficiently” close, the
actual distance is replaced by the k-distance of o (see Figure 4.5)). Note that this is
not a distance in the mathematical definition, since it is not symmetric.

°
I AR
e D
/ reach-distkf}o 1, 0) = k-distance(0)
| = ‘
% : /o/ L]
~

reach-dist,(p5, 0)

P2

Figure 4.5: Hllustration of reachability distance with k£ = 4.

By now, we are able to control the parameter k, specifying the number of objects
in a k-distance neighborhood. In order to talk about the densities of the neighbor-
hoods, we define local reachability density of an object p as:

N preach—dist ,0
=1 (ZOE o )>

Note that it is not the average reachability of the neighbors from p, but the
distance at which p can be "reached” from its neighbors. With duplicate points, this
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value can become infinite but we will assume that there are no duplicate observations
in our data set.
Finally, the (local) outlier factor of an object p is defined as:

lrdy (o)

ZOGNk(P) Irdy (p)
|Nk (P) |

The outlier factor of object p captures the degree to which we call p an outlier.
A value of approximately 1 indicates that the object is comparable to its neighbors
(and thus not an outlier). A value below 1 indicates a denser region (which would be
an inlier), while values significantly larger than 1 indicate outliers. For the binary
choice if an object is an outlier or not, 1.5 can be a rule of thumb for the cutoff
value for LOF.

The LOF method has many good properties and is also applicable in clustering
the observations. For example, one can show that most objects inside of a cluster
have the LOF value approximately equal to 1. One can also give a lower and upper
bound on the LOF and analyze the tightness of bounds (Breunig et all [2000).

An interesting question comes to mind concerning the value k. Does LOF in-
crease or decrease monotonically by monotonically increasing the value k&7 Unfor-
tunately, the LOF does not increase or decrease by any rule. Given an increasing
sequence of k values, one can however see that LOF eventually stabilizes to some
value.

One can determine the values k;, and ky as the "lower bound” and the "upper
bound” of the range for k. The k; can be regarded as the minimum number of
objects a ”"cluster” has to contain, so that an object can be local outlier relative to
this cluster. This can depend on the context of the application and can be as small
as 2. The value ky is then regarded as the maximum cardinality of a cluster, if this
cluster is seen as "close by” objects. Then ky can be set to the maximum number
of objects (observations) in the data set (or already some spatially defined local
neighborhood). Having determined k; and ky, we can compute for each object its
LOF value within this range. It is proposed to rank all objects with respect to the
maximum LOF value within the specified range. That is, the ranking of an object
p is based on: max{LOFy(p)|kr, < k < ky}. It is proposed to take the maximum
to highlight the instance at which the object is the most outlying, but one can take
other aggregates, such as the minimum or the mean.

In order to illustrate the LOF method, we will once again make use of the
\GeoSphere Austrial (2021)) monthly weather data with the same variables, rsum and
alt.

The spatial neighborhoods are again defined using kNN (with & = 5). The LOF
values of all the observations, considering other observations in their neighborhoods,
are being calculated (in other words, the observations from their spatial neighbor-
hoods are being taken into account for their k-distance neighborhoods in the variable
space). The ones with the LOF values more than 1.7 are considered to be local out-
liers. Figure [£.6] shows the identified 16 local outliers, and they are marked in the
variable space (top) and in the geographical space (bottom). As already seen, that
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means that they are locally close to their neighbors, but ”further away” from them
in the variable space (or outside of the ”cluster”).
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,, 20001 . . .
T a ° ] 0
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L ] [ 4
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0 - : . :
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Figure 4.6: The marked 16 most extreme found local outliers. Top: scatter plot in
the space of variables rsum and alt; bottom: scatter plot in the geographical space.

In Figure observations with the highest LOF score (around 3.5) are marked,
together with their 5 nearest neighbors. In the spatial space (top), they make a
small ”cluster”, but in the variable space, the neighbors are making a ”cluster” and
the marked outlier is far outside of it.

On the other hand, another observation with a LOF value being around 0.73 is
not marked as local outlier. Moreover, it should point to some denser region in the
variable space, where the observation is inside of the ”cluster”. This observation
(with its 5 nearest neighbors) is plotted in Figure [£.8] again in the sense of the
geographical space and variable space.
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Figure 4.7: The most extreme local outlier (star) with its 5 nearest neighbors
(crosses). Top: scatter plot in the space of variables rsum and alt; bottom: scatter
plot in the geographical space.
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Figure 4.8: A local inlier (star) with its 5 nearest neighbors (crosses). Top: scatter
plot in the space of variables rsum and alt; bottom: scatter plot in the geographical
space.
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5 Application to Geochemical Data

This section is aimed at describing the data that are analyzed in this thesis and
applying the relevant local outlier detection methods. As the process of data cleaning
and preparation (preprocessing) is a crucial step in every data analysis, it will be
presented in this section in detail. The rest of the section aims at describing the set
up and application of local outlier detection methods on the prepared data set in
order to find and evaluate local outliers. The three methods from the Section [ will
be applied as well as one more method with further adapted MCD estimator. We
also aim to explain and discuss the identified outliers. Finally, the methods should
be evaluated and compared and some parameters should be discussed and tested.

5.1 Data description

Following the last sections in this thesis, the goal of the practical part is to apply the
presented concepts and methods of finding local outliers for real world compositional
data, where those findings can be of use.

As already discussed in Section [2l on compositional data, it is the type of multi-
variate data where some relative information of the variables is more relevant than
absolute one. One of those are geochemical data, often seen in the geological sci-
ences, where samples were collected in different layers of soil and the concentration
of different elements was measured. The consequence of finding spatial local outliers
in such type of data is detecting where in some smaller local regions some elements
could be found with unusual concentration. Most interest here will be in critical
raw materials. By detecting possible new deposits, new mines could be potentially
put in place which would lead to more sustainable (local) further exploration and
development.

The data for the practical part of this thesis include targeting till data from
ological Survey of Finland (2013)). The spatial space in Finland, where the samples
were taken, was divided in 170 mapsheets in the scale 1 : 1000000 and the samples
were analyzed per mapsheet. The samples were taken by a portable percussion drill.
All samples have been analyzed using the same analytical equipment, but because
of ten years period during which the sampling took place, some variation can be
seen, especially on the borders of the mapsheets.

For the purpose of this thesis, the data set used was from chemically unchanged
C-horizon till and one chosen mapsheet of interest at a time. At one point of spatial
coordinates, there were samples taken at different depths of the soil, but they will
be seen as different samples having the same spatial coordinates.

The mapsheets usually consist of six sub-mapsheets, and the taken samples plot-
ted in the spatial space look like in Figure [5.1] One can see that sampling was not
uniformly distributed on the mapsheet but rather along some more or less horizontal
lines.

The working data set, apart from the spatial coordinates (NORTHING_YKJ,
EASTING_YKJ), has 17 different elements as variables (Si, Al, Fe, Mg, Ca, Na,
K, Ti, V, Cr, Mn, Co, Ni, Cu, Zn, Pb and Ag). Some of the concentrations of
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Figure 5.1: Mapsheet 2743 divided in its 6 sub-mapsheets.

the elements are expressed in percentages and some in ppm (parts per million).
However, as already emphasized in the previous sections, the choice of the units for
the parts of compositional data is not important, because the absolute sum is not
important.

For all the (compositional) data where some measures are taken with appropriate
tools, it is common that the tool used can detect the concentration down to some
limit, called the detection limit. It means that the concentrations under that limit
will not be detected correctly, but rather rounded to zero, rounded to half of the
value of the detection limit or left as missing value. One should specially mark and
take care of those measurements.

In our case, each of the elements measured has its own detection limit (see
Figure and they are known. One can notice that if already one element in a
sample had a strange (or by the definition of the compositional data not allowed)
value, it can influence the whole sample, or in the words of local outlier detection,
the sample can be marked as local outlier just because already one element of the
sample (in its local neighborhood) had an inappropriate value (zero, missing value,
or simply really small concentration).

However, in the practical part of this thesis, one is rather interested in finding
local outliers that have one or more elements with extremely high concentration
compared to other samples in its local neighborhood. One is not interested in finding
local outliers because of having elements with concentrations under their detection
limits. Even if those are for some reason found and marked as outliers, one should
think of filtering them for the ones that we are interested in. Thus, some univariate
analysis of the elements is needed before as well as after applying the local outlier
detection techniques.

After applying the local outlier detection techniques, one is interested in eval-
uating the identified local outliers and evaluating the performance of the method.
Apart from univariate analysis of each element, some reference is needed for already
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Table 1. The derermined elewments, the used wave lengihis af spectewm,  liovt of guainiita-
tion (LOQ) i agua regia ararin dilired T 000 and median valwes in soil according 1o
Roxe et al, (1979),

Alkuwaine Aallonpituus (A) Midiritysraga (LOOQY Maaperiin mediaanipitoisuus

i ppm piim

Ay 328,068 3

Al 308,215 70

Asg 193,215 40 7.3

B 499,356 20 29

Ba 493,400 B 300

Ca 317,933 40

Cd 457,004 B 0.3

Co 228616 2 10

Cr 267,716 4 43

Cu 324,754 5 [

FFe 259,940 30 21 000

I TO6,940 [ 30} 11 000

La 379,478 3

Li 670,784 7 22

Mg 279,079 20

Mn 257,610 I 320

Mo 202,030 3 2,3

Ma 589,592 120

Mi 463,208 10 L7

P 429 828 il 200

Ph 220,353 0 17

Sh 413,666 a0 2

Sc 361,384 I

Si 251,611 11H)

Sr 421 552 I 67

Th 401,913 20 i3

Ti 334,941 4

U 367,007 1300 I

v 292,402 7 57

W 207.911 40 I

Y 371.030 2

Yb 425,348 2

Zn 213,856 2 36

Zr 339,198 3 270

Figure 5.2: Example table of detection limits (column LOQ) and other information
for each element. (Salminen, 1995

known local regions (known mineral deposits) so one can evaluate if local outliers
that were output of applied methods are actually found near them. In other words,
if those would not already be known mineral deposits, would they have been found
by local outlier detection methods. For that purpose, it was taken care that there
are already known mineral deposits in the mapsheets we want to work with. So
apart from the working data set, the data of mineral deposits (Geological Survey of]
was also used for the purpose of this thesis. Information about each
mineral deposit is already available, such as mine type, discovery year, commodity
measures etc. However, in this thesis, the exact elements whose concentrations make
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some sample a local outlier are not discussed and the only information taken from
the mineral deposits data set was their spatial coordinates (locations) that fall into
a mapsheet of interest.

In the first place, we want to focus on the mapsheet 2743 (see Figure in the
central Lapland area, where there are 12 known mineral deposits.

76000004

7550000 4 .

7500000

74500004

3400000 3500000 3600000

Figure 5.3: Sampling in the central Lapland area with marked mapsheet 2743.

5.2 Data preparation and cleaning

As already stated in the previous section, the preprocessing and data cleaning step
can be crucial for this type of analysis. One has to take special care of the rounded
zeros, negative values and values under the detection limits. We are focusing for the
moment just on the mapsheet 2743 including 6662 samples.

Zeros and negative values

Zero values and negative values should be taken care of first. For the data set
of the mapsheet 2743 there are around 3% of the rows (observations) that have
for at least one element zeros or negative values. For such a small percentage it is
acceptable to simply omit those observations from the analysis. One is then still left
with 6442 observations.

Another option would be to impute those values. However, imputing has to be
done very carefully and in the context of the domain. For instance, for geochemical
data, the detection limit of measurement devices needs to be taken into account.
Imputing can mess later with the local outlier detection, since there is a danger of
finding observations with imputed values as outliers, which would obviously not be
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the goal of this analysis. 3% or lower is in any case a percentage small enough to
simply kick out those observations and continue with the rest of unchanged data.

Filtering variables

Every cell of the data set, where the value is below or above its detection limit,
is already noted as negative or zero value, or if it is known that the value is some
mistyped or wrongly measured value it is marked with signs <, >, 7, %, respectively.
In technical terms, for each column (element) with concentration values there is an
adjacent column marking if it was such a value in the corresponding cell.

After the first step, our data set has no zero or negative values, which was needed
in the first step since we want to handle the data as compositions. On the other
hand, with the univariate analysis of the elements, one should check how many
values in each column were actually marked with the mentioned signs and omit
some of the elements from the further analysis (for the record, the element Ag had
even 100% of the marked values, which means that there is no relevant information
from that element whatsoever). The choice was to omit the elements (columns) that
have more than 5%. The reason is that we do not want our detection techniques to
find outliers based on having ”wrong” values since the variable would spread that
information after applying transformations for compositional data. In this case it is
a better option to omit some elements from the analysis completely.

Applying this step for the mapsheet 2743, one is left with 10 elements, Si, Al,
Fe, Mg, Ti, V, Mn, Co, Ni and Cu.

Filtering samples

On the other hand, there were more than 6400 samples in the chosen mapsheet
and sampled spatially in a quite dense way since some observations were under each
other (in different depths of the soil). Inspired by the previous preprocessing step,
one can afford to similarly omit samples (rows) that have more than 30% of the
elements with marked values (signs). Thus, one omits the observations that have
more chance of being marked as local outliers for having strange and unreliable
values.

After applying this step for the mapsheet 2743, one is, however, still left with
6436 samples.

Univariate analysis

The previous preprocessing steps of filtering possible lower quality variables and
observations is a crucial step before possibly applying local outlier detection tech-
niques. However, since the spatial position plays a big role in finding local outliers,
the chosen spatial space (mapsheet) should have comparable sub-mapsheets.

In other words, one does some univariate anaylsis element by element but with
respect to sub-mapsheet in order to compare them for each element. There are
more ways of plotting the empirical data so one can judge the underlying distribution
(Reimann et al. 2011]). We will use the tool called QQ-plot. One can plot sorted raw
values against the quantiles of a lognormal distribution (which is know to be expected
from this type of data). Since lognormal distribution is simply the logarithm of
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Figure 5.4: QQ-plots of the elements Co, V, Cu and Mn per sub-mapsheet.

the normal distribution, one can also plot the log-transformed values against the
quantiles of a normal distribution. It is easy to detect changes from an expected
distribution if the points fail to follow a straight line. However, we do not expect
the perfect straight line, since we expect the data to contain outliers (local but also
global ones).

As an example, Figure [5.4] shows such QQ-plots for the elements Co, V, Cu
and Mn. One can see that the sub-mapsheets are in principle comparable. For the
element V, the lines are a bit further from each other, but over all the quantiles
are still parallel. The red dashed lines are (log-transformed) detection limits of the
elements. The elements Co, V and Mn have all their values above the detection limit.
It means that those elements had quite stable measurements. Cu is more unstable.
We expect a bit of dispersion on the both ends of the lines, but Cu shows bigger
dispersion with two sub-mapsheets’ values going under the detection limits, which
means that those values were more or less rounded, but not rounded to zero (since
those values were already omitted). The element Mn has its values way over the
detection limit but one can notice a rather rarer problem. The values are rounded
on the upper end of the lines (sub-mapsheets 274304 and 274305). It means this
element had a problem with the upper detection limit.

The univariate analysis is important to inspect the values in relationship with
their detection limits and their distribution. Although some elements show a certain
instability we do not want to impute or omit values, since imputing or omitting the
ends of the shown lines would be omitting a part of the distribution’s end. And
although the data do not show a perfect quality, one can do a univariate analysis
after the outlier detection procedure to conclude how the method has handled these
instabilities.
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Preparation of compositional data

In the practical part of this thesis, the aim is to work with compositional data
and apply and compare the methods for local outlier detection, since data are spa-
tially dependent. All the previous steps of pre-processing were needed, so one can
transform the prepared data set into the chosen coordinates. The question is what
coordinates (transformation) shall be chosen?

The alr transformation does not build an isometry and is thus not suitable for
outlier detection, since taking the coordinates can change the distance between the
samples in the variable space. This problem is solved with the clr coefficients.
However, the clr are the coefficients of a generating system so the resulting data
matrix has not full rank in the columns. Thus, the covariance matrix would end up
being singular which is completely unsuitable for the local outlier detection methods
which use some global or local covariance structure .

As discussed in Section [2.2], the ilr coordinates aim at building an orthonormal
basis and avoid the singularity issue while computing covariance matrices. They also
built an isometry between Aitchison and Euclidean space. These special properties
are needed for the further statistical methods that we want to apply, thus, the
resulting data set will be transformed into pivot coordinates. Finally, one ends up
with a prepared data set with 6436 observations (rows) and 9 variables (after taking
the ilr coordinates one ends up with one less variable than prepared raw data with
10 chemical elements).

As seen in this subsection, the preprocessing and pre-analysis is very important
and sometimes quite time-consuming before one can indulge in the whole outlier
detection analysis. The appropriate analytical skills are needed as well as domain
knowledge, since after possibly imputing values and filtering the observations, one
should still be left with the data set that mirrors real-life data and captures the
most real information as possible. And having compositional data at hand means
from the very definition that one should kick out, impute or filter all the values
and observations having zero or negative values. Although having multivariate data
to deal with, one should still not forget to do some univariate statistical analysis.
Outlier detection aims at finding outliers, meaning observations that in some way
deviate from the majority, but one does not want to locate imputed, wrong values
or extremely small values that fall under the detection limit. However, after the
applied preprocessing steps and analysis (for the mapsheet 2743), we can finally
proceed to applying the local outlier detection methods described in the previous
sections of this thesis.

5.3 Application of robust local outlier detection technique

The goal in this and in the next sections is to show the set-up and the results of local
outlier detection methods from the theoretical part of this thesis (see Section [4]).

Let us start by applying the Robust local outlier detection technique from Sec-
tion 4.1 on the prepared data set of the mapsheet 2743. For this and the next pro-
posed outlier detection technique, the choice of the definition of local neighborhoods
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is to be made beforehand and independently from the outlier detection method. We
will use kNN, so the parameter k, that defines how many nearest neighbors of the
observations should be taken into account for the local neighborhood, should be set.
Seeing the sampling of the working data set, the method of setting the radius for
the local neighborhood d,,,, should not give much different results.

Another possible parameter to set is the parameter (3, defining a fraction of the
data in the local neighborhood, that are allowed to be similar to the observation
at hand. Often seen in practice is to set § to 0.1 and for the observation to be
a local outlier one wants to have the «(i)-quantile of the i-th observation more
than two times larger than 5. That means that the local outlier found would have
a(i)-quantile of the chi-quare distribution of their Mahalanobis distance larger than
0.2.

The R package mvoutlier (Filzmoser and Gschwandtner] 2021) gives a tool to
explore the stability of finding global and local outliers for different values of k.
Figure [5.5| shows the output of the function locoutNeighbor from this package.
The parameter (3 is set to 0.1, which means that we allow 10% of the data in the
neighborhood to be similar to the observation and analyse the remaining 90% of its
neighbors. The plot is done separately for globally outlying observations (not taking
into account the spatial component) and all the other observations ("regular obser-
vations” ). Local outliers can be found in each of those two groups, but some global
outlier can, however, be regular in its local neighborhood. The y-axis measures the
degree of isolation, and the number of neighbors (k) changes on the x-axis. Each
line represents one observation.

Regular observations Outlying observations
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Figure 5.5: Degree of isolation (vertical axis) of each observation (lines) from 90% of
the neighbors. The size of the neighborhood is changed on the horizontal axis from
0 to maximal 100. Separate plots are drawn for regular (left) and globally outlying
observations (right).

For very small neighborhoods (under 20) one can observe more instability. The

reason is that just by chance two observations could be close in the spatial sense
but very different in the variable space. In our case, some observations have the
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spatial (Euclidean) distance between them even 0 (the observations on the different
depths in the ground). There are up to 10 samples on top of each other, but this
maximum is reached for just a couple of observations. However, for this reason we
want to set our k£ to be more than 10. For a larger neighborhood the local outlier
measure should become more reliable but it does not stabilize completely reaching
100, which is to be expected since the size of our data set is over 6000. Nevertheless,
for now the k value will be set to 30, since for that neighborhood size one seems to
catch local outliers among regular observations and the outlying ones and for the
bigger values, the outcome does not seem to change that much. Different k values
will be explored in the last subsection.

There is another tool from the mvoutlier package that does a similar analysis.
The function locoutPercent analyzes, for a fixed value of k, different [ values.
Figure [5.6] shows the output of this function.
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= | i = |

e o | ' 2 o |

® o ) ® ©

© ! ]

A - - n -

Y ! Y

° < | i ° %

Q o 1 o

o 1 o

o — f o —

@ ]

S o ; ° o |

o | | T | T 1 e | T | T | I

0 20 40 60 80 100 0 20 40 60 80 100
Percentage of next 30 neighbors Percentage of next 30 neighbors

Figure 5.6: Degree of isolation of each observation (lines) from its nearest neighbors.
The percentage of the neighbors taken is changed on the horizontal axis. Separate
plots are drawn for regular (left) and globally outlying observations (right).

One can see that for § = 0.1, and with a cut-off value for the isolation degree set
to 0.2, one does not seem to catch as many local outliers (the lines are first rising
up after 0.2). If one would take 5 = 0.3 and the cut-off value a bit less than twice
as large as f3, for example 0.4, one would end up ”in the denser” regions of both
plots, and seem to capture the local outliers. Let us set S and the cut-off value like
this for the moment being.

Once the parameters for the method are discussed and set, one can simply apply
the method and plot the identified local outliers in the spatial space together with
the found mineral deposits in the mapsheet 2743.

Figure shows by marked red symbols the 255 found local outliers. The
symbols + refer to the known mineral deposits in that mapsheet. By observing
the figure, one cannot claim that all mineral deposits would be found by this local
outlier detection technique. It is of course a topic for itself, how does one define

39



Die approbierte gedruckte Originalversion dieser Diplomarbeit ist an der TU Wien Bibliothek verfligbar

The approved original version of this thesis is available in print at TU Wien Bibliothek.

[ 3ibliothek,
Your knowledge hub

Local Outlier Detection for Compositional Data Lorena Braus

7550000 . S
LR ]
n + *E @ 2 = e L] L]
+
T [ ] [ ] . -
. - : +
—_ .o
¥ 75400001 = * * -
| . . . . ae e - o o outlier
) - - - - a®
% - - . = +  me o
- - e
E . - W e T i — ° 1
o s ™ P Y
Z 7530000 5 o - —
- s ¥ , as s we "mee
'. o T ]
p P - [T ]
» - . L] - - -
o L - -“.'..
e s o -
+ -
7520000 -
3420000 3430000
EASTING_YK]

Figure 5.7: Marked (red) found local outliers with the Robust local outlier detection
technique in the mapsheet 2743, and known mineral deposits (black symbols +).

if the mineral deposit is found or not. Moreover, we cannot tell if a found local
outlier not connected to some known mineral deposit would be a false positive or
not. In Figure one can notice a "cluster” of outliers in the middle and a more
dense line on the right-hand side, that are worth checking for. The main idea is
to find local outliers (possible local regions) that have new and unknown potential
for some or more elements to have higher concentrations than its local neighbors
(potential new mineral deposits). Nevertheless, one should take into account how
many of the known mineral deposits are "found” by each method. The evaluation
and comparison of the methods is, however, discussed in the Section [5.9]

The point of the method from the Section [4.1| was to emphasize the difference of
finding global outliers and local outliers and to introduce the concept of the spatial
component and spatial local outliers. Already in Figure (right), one can see that
many observations (lines) were marked as globally outlying observations from the
very beginning. It would be interesting to analyze how many exactly are globally
outlying and where they are in the geographical space. As a reminder, globally out-
lying observations are simply the ones that have their squared Mahalanobis distance
larger than the cut-off value, which is the 0.95 quantile of the squared chi-squared
distribution. They are marked red in Figure [5.8] again with the known mineral
deposits (+).

There are even 1582 marked global outliers. That can point to the fact that
the observations in the data set are quite varying (which is true since the data set
is "big” and covers a large surface), so many of them have a (global) Mahalanobis
distance quite larger than the 0.95 quantile of the chi-squared distribution, which
is around 17.5. Nevertheless, this fact adds to the reasons why one should use a
local outlier detection approach for this type of problem. Same as for the output
of Robust local outlier detection technique, there are two dense regions of found
outliers, the cluster in the middle and the diagonal line to the right.
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Figure 5.8: Marked (red) found global outliers in the mapsheet 2743 and known
mineral deposits (symbol +)

5.4 Application of the regularized spatial outlier detection
technique

The Regularized spatial outlier detection technique from Section provides some
changes for the Robust local outlier detection technique. It increases the local
nature of the method by taking local covariance matrices for the calculation of the
Mahalanobis distances. It also switches to the regularized MCD estimator instead
of the traditional MCD and takes into account the possible heterogeneity of the
local neighborhoods, where one can set the fraction of the smallest ellipsoid volumes
neighborhoods that are considered further in the local outlier detection technique.
With that, the parametric approach considering the chi-squared distribution is also
omitted and one deals with the so-called next distances and the cut-off value from
the upper whisker of the adjusted boxplot.

Since in the end, the goal is also to compare the outcomes and performance of
each method, we will stick to the defined local neighborhoods as kNN. Moreover,
the value k will still be set to 30, which means that for each observation, one is
taking into account its 30 nearest neighbors (in the spatial sense).

Once the neighborhoods are defined, one can measure the volumes of the ellip-
soids of the neighborhoods in the variable space and take into account just the frac-
tion § of the smallest ones. As proposed in [Ernst and Haesbroeck| (2017), one runs
the algorithm for a grid of proportions for 3, for example 0.1,0.25,0.5,0.75,0.9, 1,
and for each of these, analyze the “next distances” of each spatial unit by means of
an adjusted boxplot. For a start, let us consider all the neighborhoods, by taking
£ = 1. Different values of 5 will be explored in the last section.

The coverage h of the regularized MCD estimator and the regularization param-
eter \ are set as in [Ernst and Haesbroeck! (2017)) and described in Section [4.2| of this
thesis.
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After all the parameters have been discussed and set, one can apply the method
on the prepared data. For a start, the adjusted boxplot of the next distances of all
observations is plotted.

0] 200 400 600 800 1000

Figure 5.9: Adjusted boxplot of the next distances for the observations of the map-
sheet 2743.

The adjusted boxplot after running the algorithm is shown in Figure It is
hard to interpret the boxplot, since the distribution is still heavily skewed. The
Figure from the two-dimensional example in Section shows the boxplot a bit
more obviously. However, there is an upper whisker, and all the observations with
their next distances above the upper whisker are marked as local outliers.

The marked local outliers are then plotted in the spatial coordinates, again with
the known mineral deposits in Figure [5.10
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Figure 5.10: Marked (red) found local outliers with the Regularized spatial outlier
detection technique in mapsheet 2743, and known mineral deposits (symbol +).

There are 361 found local outliers, which is quite a lot when compared to the
number of found outliers by the Robust local outlier detection technique. However,
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as already mentioned in Section multivariate outliers are harder to find and to
interpret because they are not anymore extremes along one coordinate, but could be
anywhere in the whole multivariate space. One idea is to still do some analysis of the
found outliers in the univariate sense. Since our goal is to find local outliers, having
higher concentrations for one or more elements, one can filter the found outliers
that have for at least one element a higher concentration (provided that there is
some discussed definition, depending also on the context of the data, what "higher”
stands for).

Nevertheless, Sections and [5.8 provide more analyses of the identified outliers,
evaluations of the methods and their comparisons.

5.5 Application of LOF

Finally, the LOF method as described in Section |4.3|is applied to the data set. In
contrast to the previous two methods, LOF does not use the MCD estimates. It
proposes a completely different measure of outliyngness. For each observation, the
LOF (local outlier factor) is being calculated.

Again, the value k for the kNN, defining the neighborhoods should be discussed
and set. Following the previous two methods, let us consider again k = 30. The
spatially set neighborhoods will then define the k 4 1 observations for the ”cluster”
in the variable space, where the LOF method is applied.

Another parameter to discuss would be the cut-off value for the LOF. All the
observations having a LOF value higher than the set cut-off value will be considered
local outliers. As explained in Section [£.3] a LOF value significantly larger than 1
should indicate outliers (or an observation outside of ”its cluster”). For a start, we
will use the cut-off value of 1.5 as a rule of thumb.

Let us once again mark the identified local outliers (Figure [5.11]) in the spatial
coordinates together with the known mineral deposits.
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Figure 5.11: Marked (red) found local outliers with the LOF method in mapsheet
2743 and known mineral deposits (symbol +).
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There were 166 found local outliers. The LOF method finds the smallest number
of outliers. It is still needed, in the further analysis, to inspect the found outliers
and possibly filter the ones out that seem irrelevant.

5.6 Application of ssMRCD

There is one more method (or more precisely, an extension of the methods using
MCD estimators) that could be applied to our prepared data set. The idea is to not
just use the regularized version of the MCD estimator (as done in the Regularized
spatial outlier detection technique), but also to spatially smooth it. The underlying
estimator thus constitutes a compromise between a global covariance structure and a
local one for individual neighborhoods (Puchhammer and Filzmoser, 2023a). The R
package ssMRCD (Puchhammer and Filzmoser, 2023b) provides the needed functions
and outlier detection method. The function local outliers _ssMRCD returns the
indices of the found local outliers. They are again marked and plotted together
with the known mineral deposits in Figure [5.12] There are 197 found local outliers.

Nevertheless, one needs to discuss, evaluate and compare all the used different
local outlier detection methods. The evaluation will be based on how many known
mineral deposits are found and the comparision of the methods needs to be defined
as well. This will be done in Section (.9
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Figure 5.12: Marked (red) found local outliers with the ssMRCD method in map-
sheet 2743 and known mineral deposits (symbol +).

5.7 Another example

As already described, there are a lot of mapsheets in the data set, on which we
could apply (for this thesis) relevant local outlier detection methods. However, not
every mapsheet has as many found mineral deposits, which we could use to evaluate
the application of our methods. To show once more the outputs of the proposed
methods, we will take another mapsheet from the central Lapland area, just north
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of the mapsheet 2743, namely the mapsheet 2744. The sampling divided in its 6
sub-mapsheets is shown in Figure [5.13
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Figure 5.13: Mapsheet 2744 divided in its 6 sub-mapsheets.

The pre-processing of this data set is as described before. First, we omit com-
pletely the samples having zeros or negative values (8%). After that, we move to
the filtering the strange, wrong and under detection limit values (the values marked
with signs). We omit from the further analysis those elements having more than 5%
of such values in its column. We are left with more elements than for the mapsheet
2743. There are 11 elements left: Si, Al, Fe, Mg, Na, Ti, V, Cr, Mn, Ni and Cu.
Finally, one wants to omit the whole samples that have more than 3 elements with
the marked values.

After applying those steps for the mapsheet 2744, one is still left with 4557
samples. Finally, we transform the data set into pivot coordinates before applying
the outlier detection methods.

All the discussed and set parameters from applying the methods for the mapsheet
2743 stay the same, in order to have exactly the same procedure for both mapsheets.
Thus, the value k for kNN in the geographical space equals 30.

There are 192 found local outliers after applying the Robust local outlier detec-
tion. The highest number of outliers is again found from the Regularized spatial
outlier detection (323). The LOF method finds 150 and the ssMRCD method 145
local outliers. Figure shows all the found local outliers marked in red, together
with the known mineral deposits in that mapsheet for each method. Since the meth-
ods have a different way of defining what means to be a local outlier, it is expected
that they are found on some different locations. However, none of the methods
seems to catch the known mineral deposits closer together on the left lower side.
The Robust local outlier detection technique finds most of the outliers in the upper
right corner (sub-mapsheet 274401). This method uses the global covariance struc-
ture while finding local outliers, so the reason might be that the whole sub-mapsheet
had a different sampling scheme than the other ones.
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Figure 5.14: Marked (red) found local outliers in the mapsheet 2744 and known min-
eral deposits (symbol +) with the Robust, Regularized, LOF and ssMRCD method,
respectively, top left, top right, bottom left, and bottom right

5.8 Explanation of the identified outliers

After applying the local outlier detection techniques on the prepared data set of
mapsheets 2743 and 2744, one can see that different methods yielded different re-
sults. The number of found local outliers differs as well as where the local outliers
are to be found. Thus, it would be of interest to try to explain the found outliers
from the output of each method.

The goal of finding local outliers for the purpose of this thesis and in the context
of the data, is to find new possible locations where one or more elements could
be found with higher concentrations than for the other geographical points in its
neighborhood. The first idea to explain the identified outliers would be to check
if those local outliers have some element (at least one) with higher concentration
than some decided threshold. For a start, higher concentration would mean higher
value in the global sense (taking all the data points into account ignoring any spatial
dependency). That way, one can filter the identified local outliers. For example, one
can require that an outlier has to have at least one element value above the 0.95
quantile of all the values for this element to be considered a local outlier. We are
talking about "raw” values in the units ppm and percent. This step would refine the
outputs of the local outlier detection methods so that outcome and found outliers
are more suitable for our goal. Moreover, the Regularized spatial outlier detection
method gives by far more outliers than the other methods. Thus, it would be of
interest to filter the found outliers that are (more) relevant and then evaluate and
compare the methods.

To get more insight where the outlier points are for each element, one can plot
univariate scatter plots and mark the values for which the outlier was found.
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Figure [5.15| shows univariate scatter plots for 4 elements with marked found
outliers for the mapsheet 2743 from the Robust local outlier detection technique.
Moreover, they are marked from yellow to red by their outlier value, meaning how
strong of an outlier they are, which for the Robust outlier detection is the isolation
degree.
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Figure 5.15: Univariate scatter plots for 4 elements with marked found outliers for
the mapsheet 2743 from the Robust local outlier detection technique. The solid line
represents the median value and the dashed line the 0.95 quantile value.

Globally, one can see that some more intense local outliers are plotting above
the 0.95 quantile values of those 4 elements. The element that in general makes one
observation a local outlier is not obvious per se. Moreover, the values of the different
elements are also dependent of one another and we are dealing with compositional
data. But the univariate scatter plots can still show us if there are elements with
more local outliers over its 0.95 quantile value and where the outliers with different
outlier values are regarding each element. As already explained, one would also like
to filter the found outliers and prefer the ones that have at least one element value
over 0.95 quantile.

All the showed plots were made for raw values of elements (either percentage
or ppm). One can make similar plots with the clr values of each element. The clr
univariate scatter plots for the same 4 elements are plotted in Figure [5.16] One
might prefer the clr coordinates over raw values for this type of plots because taking
clr values means log-transforming and centering the real variables which can make
the visualization more insightful. By comparing Figure [5.15] and Figure [5.16] one
can see that the ”"clouds” of clr values are more ”centered” in the shown plots and
the dashed line for the 0.95 quantile is closer to the full line representing the median.
This means that one would also expect more marked outliers over the 0.95 quantile
value. Similar to filtering outliers with the ones having for at least one element its
real value over 0.95 quantile, one can filter the ones having for at least one element
the clr value over 0.95 quantile.
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Figure 5.16: Univariate scatter plots of clr coordinates for 4 elements with marked
found outliers for the mapsheet 2743 from the Robust local outlier detection tech-
nique. Full line represents the median value and the dashed line the 0.95 quantile
value.

Filtering the identified local outliers

After filtering the identified local outliers with the two mentioned ways of fil-
tering, in the Table are the numbers of remaining local outliers from all the 4
methods and for both mapsheets 2743 and 2744.

Mapsheet 2743 Mapsheet 2744
Method unfiltered raw filter clr filter | unfiltered raw filter clr filter
Robust 255 75 86 192 74 104
Regularized 361 233 392 323 241 280
LOF 166 124 165 150 131 147
ssMRCD 197 158 195 145 130 141

Table 5.1: Number of identified outliers for each method and for both mapsheets,
unfiltered, after applying the raw values filter and after applying the clr values filter

The numbers of local outliers are always reduced, but there are more found
outliers left while filtering with the 0.95 quantile values of clr coordinates than
with those of raw values. It is interesting to notice that for the LOF and ssMRCD
method, the clr values filter almost does not reduce the number of identified outliers.
However, the evaluation of found outliers after filtering will be described later in this
section.

Found global and local outliers in the spatial coordinate space

In the previous sections, the plots show where the local outliers were found
together with the known mineral deposits. One can notice that some local outliers
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are found close to one another. Some spatial "regions” have more outliers than the
others. That is especially to be seen in Figures and where the local outliers
from the Robust local outlier detection technique were marked as well as all the
global outliers, respectively.

In both figures there is a noticeable group of outliers close together somewhere
in the middle of the investigated area and another thicker diagonal ”line” on the
right. The sampling was already denser on those two places and different from
all the other more or less horizontal lines. The reason behind finding those denser
regions can be because of some different sampling on those places. As already said in
Section [5.1] the sampling was made using the same analytical equipment, but some
variations can be noticed between different years when the sampling took place or
on the borders of the mapsheets. However, the denser outlier regions do not seem
to follow especially the borders of some mapsheets.

In Figure the samples from mapsheet 2743 are plotted with marked year of
their sampling. One can clearly see where the dense groups of found outliers from
Figures and come from. There was another sampling in the years 1975 and
1977 exactly on those spots. Since global covariance structure is taken into account
while finding global outliers in the Robust local outlier detection method, it seems
that those years have been sampled somehow differently than in the other two years.
Locally they are still found near other samples from the years 1973 and 1974, thus
they are easily marked as local outliers because for the Robust local outlier detection
technique the global covariance structure was taken into account.

One solution to this problem could be simply omitting the samples sampled in 75
and 77. But other methods like the Regularized spatial outlier detection technique
and the LOF method do not use global covariance structure, so from Figures
and [5.1T) one can notice that those dense groups of outliers are not present anymore.
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Figure 5.17: Samples from the mapsheet 2743 per year when the sample was col-
lected.
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5.9 Overall evaluation and comparison

The main reason for trying out different local outlier detection methods is to evaluate
them and compare their results. After the application of the methods, each of them
gives specific results that are finally to be analyzed and compared.

The evaluation of the performance of any method is usually a problem for itself.
Without some further information it is hard to conclude if our methods are actually
finding real local outliers as we would like to.

For this specific problem we have the known mineral deposits in the mapsheets
taken into account. They are places where the sources of one or more elements are
already found and used. The goal is then that our local outlier detection techniques
"find” those mineral deposits. For this we need to define what does it mean for a
mineral deposit to be ”found”.

One could define some radius around a mineral deposit that one wants at least
one local outlier to fall into for this mineral deposit to be "found”. Here, 1000 units
in the investigated area (coordinates EASTING_YKL, NORTHING_YKL) equals 1
km. Since the horizontal lines of the sampling are 1 — 2 km apart from each other,
let us set the wanted radius to 2 km. This means if in the 2000 units of radius
around a mineral deposit there is at least one local outlier to be found, this mineral
deposit is considered to be found. Thus one can evaluate a method by how many
mineral deposits were found by its (filtered) local outliers.

However, different methods found different numbers of outliers. Naturally, the
more outliers the method identified, the more mineral deposits would be found with
those local outliers. It would be more meaningful to compare how "fast” is a certain
number of mineral deposits found by each method.

Each method has some outlier value: isolation degree for the Robust method,
next distance for the Regularized method and LOF value for the LOF method. Thus,
outliers can be sorted by how strong of an outlier they are, from the ones with the
biggest outlier value until the ones with the smallest. Then, taking the local outliers
that are already filtered as mentioned before, one can calculate how many mineral
deposits are found with respect to how many of the found local outliers one takes
into account by the order with the outlier value. Therefore, for each method one
takes the strongest local outlier and looks how many mineral deposits are found by
this one outlier (usually still none of them are found). Then one takes the second
strongest to see how many mineral deposits are found by those two, and so on. If one
plots the number of mineral deposits found with respect to the number of outliers
taken into account, those methods with graphs having the biggest area under the
curve are identifying the mineral deposits the fastest.

The methods are then easily compared for the same amount of outliers taken
into account and also by the total amount of mineral deposits found.

In mapsheet 2743 there are in total 12 mineral deposits. Figure shows the
mentioned curves for all four applied outlier detection techniques those identified
outliers which are left after filtering by their raw element value as mentioned before.

The curves show clearly how well each method is finding the mineral deposits.
For example, let us consider the ssMRCD (green curve) and the Regularized method
(red curve). The red curve reaches the longest to the right since the Regularized
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Figure 5.18: The graphs for the 4 outlier detection methods with the number of

identified mineral deposits with respect to the number of raw value filtered outliers
taken into account for the mapsheet 2743.

method is finding the highest number of outliers, but they both reach the highest
number of found mineral deposits (12). However, if it is enough to have just 10
deposits found, then the red line (and the Regulirezed method) finds 10 mineral
deposits "the fastest” (it reaches 10 found mineral deposits with the lowest number
of outliers taken into account).

The methods can be evaluated and compared by the same plot taking into ac-
count one by one outlier after they were filtered with respect to the clr values and
0.95 quantile as described before. Figure [5.19| shows the 4 curves for the 4 applied
methods taking into account the clr values filtered outliers.

The results change just slightly in Figure |5.19] compared to Figure If one
filters the outliers by the elements’ clr values, both methods, the Regularized spatial
outlier detection method and the ssMRCD find again all the mineral deposits. They
do not find them ”at the same time”; the Regulirezed method seems to perform
"faster”. However, the ssMRCD, after taking into account outliers after applying
the raw value filter, found all the mineral deposits already with around 120 outliers
taken. The Robust local outlier detection method finds more mineral deposits than
the output outliers after the raw value filter, namely 8 instead of just 7. For the LOF
method’s performance one can draw similar conclusions from both ways of filtering
found outliers and both plots. However, after filtering the identified outliers by
their clr values, the curves are more similar to one another and they seem to have a
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Figure 5.19: The graphs for the 4 outlier detection methods with the number of found
mineral deposits with respect to the number of clr value filtered outliers taken into
account for the mapsheet 2743.

bigger area under the curve. Nevertheless, the choice of filtering outliers as well as
the choice of the method used are strongly dependent on what one wants to achieve.
That is why the curves are made by how many outliers are taken into account while
finding mineral deposits. That way, one does not compare just how many mineral
deposits are found but also ”how fast”.

As another example, the data from the mapsheet 2744 were also prepared and
the 4 local outlier detection methods were applied to the data explained in the
Section As for mapsheet 2743, one can make the plots to evaluate and compare
the 4 methods for the data set of mapsheet 2744. Figure [5.20] shows the 4 curves
for the outliers taken into account after the raw value filter (left) and the clr value
filter (right).

There are 11 known mineral deposits in mapsheet 2744. For this example, just
the Regularized method seems to find all the mineral deposits. The LOF and
the Regularized methods are outperforming the ssMRCD if one considers the total
amount of mineral deposits found. The LOF method also finds 9 mineral deposits
the fastest, which is the point where it outperforms the Regularized method but does
not find more mineral deposits than that. The curves for both choices of filtering
outliers are quite similar, but as before, the number of outliers taken into account
after the clr value filter is bigger for all the 4 methods.
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Figure 5.20: The graphs for the 4 outlier detection methods with the number of
found mineral deposits with respect to the number of raw value filtered (left) and
clr value filtered (right) outliers taken into account for the mapsheet 2744.

5.10 Parameters

Finally, one would want to get back and discuss some parameters that were set
in the application of the outlier detection techniques. All the parameters were set
without much discussions and usually by some propositions seen in practice. In this
last section, we would like to try out some different parameter settings and compare
the results for mapsheet 2743 per each method.

The parameters of the Robust local outlier detection technique

The first proposed local outlier detection method seen in this thesis was the
Robust local outlier detection technique. Not taking into account the parameter k
for the size of neighborhoods, there are two parameters to be set for this method.
The parameter (3, defining a fraction of the data in the local neighborhood, that
are allowed to be similar to the observation at hand, and the cut-off value for the
a(1)-quantile of the chi-square distribution of the Mahalanobis distances. The cut-
off value is usually set to be two times larger than 5. Already seen in practice is
to take 8 equal 0.1 and then the cut-off value 0.2, but analyzing the plots with the
tools from the package mvoutlier (see Section, one notices that the parameters
should be set higher (namely 0.3 for § and 0.4 for the cut-off value). Analyzing the
plots from Figure [5.6| one notices that for S set to be 0.1 one would probably not
catch all the local outliers. We would expect a small number of found local outliers.

After the parameter setting as in Section [5.3one gets 255 identified local outliers.
However, with the parameter 8 = 0.1 and the cut-off value 0.2 one identifies only 62
local outliers (the parameter k stays 30 for the whole time being). They are marked
in Figure |5.21] again with the mineral deposits from mapsheet 2743.

Obviously, the parameter setting with § = 0.1 would find a far too small number
of local outliers and performs worse. When compared to the other local outlier

23



Die approbierte gedruckte Originalversion dieser Diplomarbeit ist an der TU Wien Bibliothek verfligbar

The approved original version of this thesis is available in print at TU Wien Bibliothek.

[ 3ibliothek,
Your knowledge hub

Local Outlier Detection for Compositional Data Lorena Braus

7550000+ . toe
- -
+ .
afa
[ ] [ ]
+ .
-+ -

= t +
§ 75400004 . .

| . . ) i
o . . outlier
= - = + » . 0
E » . B
@ s = e L] = . .. e 1
o] . o -
2 75300004 é . .

™ L ]
[ - - P
. ® -
- ]
¥ .
7520000 + *
3420000 3430000
EASTING_YK]

Figure 5.21: Marked (red) found local outliers with the Robust local outlier detection
technique with the parameter § = 0.1 in mapsheet 2743 and known mineral deposits
(symbol +).

detection methods and with the data set of over 6000 samples, 62 is a too small
number to identify all the wanted local outliers.

Why setting the cut-off value lower than two times § when deciding for 5 = 0.37
Simply because from Figure [5.6] one can see that for 0.3 on the x-axis and 0.6 for
the y-axis one again jumps out of the "dense” region and identifies too few outliers.
For g = 0.3 and the cut-off value 0.6, one would find 92 local outliers which is simply
again not performing well enough when compared with other methods.

The parameters of the Regularized spatial outlier detection technique

For the parameters of the Regularized spatial outlier detection technique, the
coverage of the regularized MCD estimator h and the regularization parameter A
will not be furthered discussed but set as in [Ernst and Haesbroeck (2017) and
described in Section [£.2]

With the exception of those two parameters, one can set and analyze the param-
eter 3, for the fraction of the smallest volumes neighborhoods taken into account for
the local outlier detection. One runs the algorithm for a grid of proportions for 3, for
example 0.1,0.25,0.5,0.75,0.9, 1, and for each of these, analyze the “next distances”
of each spatial unit by means of an adjusted boxplot. Until now, in Section [5.4] we
considered all the neighborhoods by taking f = 1. As a reminder, the Regularized
method finds by far the largest number of local outliers. Taking S too big might
tend to increase the false detection rate. Let us consider kicking out some of the
samples whose neighbors have a heterogeneous pattern from the outlier detection
by setting, for example, 5 = 0.5. The parameter k for the size of the neighborhoods
is set to 30 as for all the applications until now.

The Regularized method with § = 1 identified 361 local outliers in mapsheet
2743, but by setting § = 0.5, one identifies just 198 local outliers. They are marked
in Figure again with the mineral deposits from mapsheet 2743.
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Figure 5.22: Marked (red) found local outliers with the Regularized spatial outlier
detection technique, with the parameter 5 = 0.5 in mapsheet 2743 and the known
mineral deposits (symbol +).

However, with fewer outliers found, it is obvious one does not seem to catch
more mineral deposits. Setting the J parameter lower would lower the number of
found local outliers but that does not mean that the rest of the outliers were filtered
meaningfully for our purpose. Nevertheless, it depends strongly on the context
and the goal if one wants to even think about omitting the more heterogeneous
neighborhoods, and the question is why would somebody even want to do that.
Even for a more heterogeneous neighborhood one still wants to say if the observation
at hand is an outlier in its neighborhood and most probably not omit the whole
observation from further analyses.

The parameters of the LOF method

The LOF method proposes a completely new measure of outliyngness, called
the Local Outlier Factor. For this method there are no parameters to be set but
the cut-off for the LOF value when the observation is to be considered an outlier.
The LOF value significantly larger than 1 should indicate outliers or an observation
outside of ”its cluster”. The rule of thumb would be 1.5 as used in Section5.5l

Instead of just setting the cut-off value, in this subsection one wants to analyze
more closely the calculated LOF values of the observations in mapsheet 2743. After
applying the LOF method, each observation has a LOF value calculated for it.
Figure [5.23] shows the density of the LOF values of all the observations in the data
set. This way one can get an impression about the distribution of LOF values in
this data set.

The vertical line marks the value 1.5 which is our cut-off value. One can notice
that the right tail is more unstable and deviates from normality and the curve that
one would find as normal. Also the value 1 is right in the middle of the density plot
where the peak of the distribution happens. Setting the cut-off value simply just as
1 would identify far too many observations as outlying. The value 1.5 seems to be
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a good rule of thumb since it is further away in the tail of the unstable part of the
distribution.

Density plot of LOF values

Density

| T T | T 1
1.0 15 2.0 2.5 3.0 35 4.0

Lof values

Figure 5.23: The density plot of the LOF values from the observations in mapsheet
2743.

5.11 Parameter k for kNN

In order to do the local outlier detection one needs to define local neighborhoods. As
explained in Section[4.I] there are two possible ways of defining local neighborhoods:
by the radius d,,,, or by setting k for the kNN distance. For the sampling as we
have in mapsheet 2743 it does not make much difference what type of definition of
local neighborhoods one uses. Thus, we used kNN for all the applications in this
thesis. In other words, one is taking into account 30 nearest neighbors (in the spatial
sense) to define the local neighborhood of an observation at hand.

The parameter k was analyzed more closely for the application of the Robust
method in Section together with the parameter 5. The value £ = 30 fits the
purpose, since for values higher than 30 the plots in Figure do not stabilize any
more and the outcome does not seem to change that much.

For a comparison of the methods, it made sense to fix £ = 30 for all the methods
applied. However, in this subsection one wants to at least check the results one would
get by setting some other (more extreme values for k). Let us compare the results
of the Regularized spatial outlier detection technique and the LOF method when
setting the parameter k£ to 30,10 and 100, while leaving all the other parameters set
as in the application sections for those two methods.

The application of the Regularized spatial outlier detection technique

In principle, one would expect less identified outliers from the Regularized method
while setting the parameter k bigger. For the larger local neighborhoods one ex-
pects a more homogeneous neighborhood taken into account and less chances for an
observation to be identified as significantly different than the rest of its neighbors.
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In the following we give an overview of the number of found outliers for each of
the parameters k:

e k = 30: 361 found outliers
e k = 10: 933 found outliers

e k= 100: 207 found outliers

To compare the performance of the application of the Regularized method for
the three different k& parameters, one can make similar curves as in Section [5.9] We
are once again going to filter the identified outliers by the raw and clr values of the
elements. Figure [5.24] shows the 3 curves for the outliers taken into account after
the raw value filter (left) and the clr value filter (right) for these 3 parameters k.
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Figure 5.24: The graphs for the 3 values of the parameter k£ (k1 = 30, k2 = 10,
k3 = 100) in the application of the Regularized method; with the number of found
mineral deposits with respect to the number of raw value filtered (left) and clr value
filtered (right) outliers taken into account for mapsheet 2743.

It is interesting to see that the performance of finding mineral deposits with the
identified local outliers is pretty much the same for differetn values of k. The reason
behind it could be that the first outliers with the largest outlier value (next distance
for the Regularized method) are always identified, not depending of the size of their
local neighborhood taken into account. As a reminder, the Regularized method was
boosting the local nature of the local outlier detection by calculating the robust
MCD estimator for each neighborhood.

The application the LOF method

For the LOF method, the parameter k£ defining the spatial local neighborhoods
will define the same neighborhood of an observation in the variable space where the
LOF value will be calculated. How the ”cluster” looks like in the variable space is
then crucial for the outcome of the LOF values. One cannot predict if some lower
value k will yield less or more identified outliers.
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However, in the following we give an overview of the number of found outliers
for each of the parameters k:

e k = 30: 166 found outliers
e k= 10: 178 found outliers

e k= 100: 181 found outliers

For both £ = 10 and k£ = 100 one gets more outliers in the output than for
k = 30. There is no special rule to determine or filter how many outliers one wants
to find by setting the parameter k.

In Figure [5.25| one again compares the curves of the numbers of taken outliers
versus the number of found mineral deposits. One again filters the outliers by the
raw and clr values as in Section [5.9.
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Figure 5.25: The graphs for the 3 values of the parameter k£ (k1 = 30, k2 = 10,
k3 = 100) in the application of the LOF method; with the number of found mineral
deposits with respect to the number of raw value filtered (left) and clr value filtered
(right) outliers taken into account for mapsheet 2743.

It seems to not matter if one filters the outliers by the raw or clr values of the
elements. The LOF method finds the same amount of mineral deposits by all the
three parameters k. However, it seems that it found the mineral deposits ”slower”
for k2 = 10 than for the values 30 or 100. Meaning, if one for some reason wants
to take just the first 70 outliers with the largest outlier values (LOF value), the
parameter setting with & = 30 or £ = 100 would find more mineral deposits than
the setting with £ = 10. In that case, the decision of the value k would be context
and goal dependent. Nevertheless, the choice of the value £ = 30 fits our purpose
in the application.
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6 Discussion and Conclusions

The point of this thesis was to introduce and apply local outlier detection techniques
to compositional data. After the application of the methods, each of them gives
different results that were finally to be analyzed for more insight and understanding.
The spatial coordinate plots give different and interesting locations of identified
outliers together with the known mineral deposits.

6.1 Data

The first noticeable thing about the spatial components of the data of both used
mapsheets is the sampling. The sampling was made along some more or less hori-
zontal lines with randomly added sampling from some other years (see Figure .
The application of the spatial outlier detection and evaluation methods would be
easier if the sampling was done more uniformly in the investigated area. It would
cover more intensively the whole space (mapsheet) and identifying the mineral de-
posits would not be dependent on the position of the mineral deposits in or out of
the horizontal line. That is why the evaluation and the definition of what it means
to "find” a known mineral deposit needs to be considered carefully.

In the data description one finds out that some variations can be seen although
all samples have been analyzed using the same analytical equipment. This sets
a bigger challenge for the (local) outlier detection methods because one wants to
detect outliers whose outlyingness lies in the real element values and not in some
external factors. The external factors are also detection limits of the analytical tools.
Because of that, the data preparation and cleaning was done carefully and the data
were prepared in the sense of their compositional nature. All the zero and negative
values are by definition out of question and one needs to apply the appropriate
preprocessing that does not distort the real-world data.

Moreover, the local outlier analysis depends strongly on the part of the data set
taken for the analysis (mapsheet(s) taken into account). The data from different
(sub-)mapsheets need to be comparable for all the elements that the analysis is done
for (see Figure . Thus it is not possible to take randomly selected mapsheets at
the same time while applying the outlier detection methods.

However, the spatially dependent geochemical data are a perfect example data set
for the thesis at hand. It is a great example of compositional data, where the relative
information between different components (elements) form the relevant information
about the data. The spatial component is needed for the local part of the outlier
detection, where the outlyingness happens in the smaller local neighbourhoods and
not (just) in the global sense of the whole data set.

6.2 Application of the methods

The evaluation of the applied methods on the mapsheets at hand are a subject on its
own. Since there are known mineral deposits spatially positioned in the mapsheets,
the strategy used was to define what it means for a mineral deposit to be found by
the identified local outliers.
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It is not the best strategy since every mineral deposit has its peculiarities, and
in this thesis, we do not go into details of which element(s) make an observation a
(local) outlier. Also, the mineral deposits and the samples around could yield global
outliers but not outliers in the local sense, or in our defined local neighbourhood,
thus they might not be identified as local outliers by the methods applied in this
thesis.

From Figure [5.18, where the methods were compared by how well are their
returned outliers identifying the known mineral deposits, one could conclude that
the ssMRCD and the Regularized method perform the best. ssMRCD is the method
that extends the Robust and Regulirezed method by spatially smoothing the MCD
estimator (Puchhammer and Filzmoser, 2023a). This method is identifying the
mineral deposits "fast”, and with a bit over 100 strongest outliers it finds all the
known mineral deposits. The LOF method is, however, not far behind, although it
is the most different technique in this thesis with a completely different logic behind
calculating the outlier values (Breunig et al., [2000)).

The local outliers were, however, tried to be analysed and explained. In the
plots as in Figures and one wants to determine where the found outliers
are located in the univariate sense per element. However, from the plots one can
conclude that for each element, the outlier values still are concentrated around the
median line. With that conclusion, it is hard to determine what makes local outliers
real outliers.

The ssMRCD is the newest method of all the described and applied methods for
the purpose of this thesis and does perform really well, even with the challenges of
the data mentioned before. It shows that some previously introduced local outlier
detection methods indeed have potential for improvement, changes and adaptation
to better fit the real-world data and problems.

Nevertheless, compositional data as well as local outlier detection both stay in
the peak of the interests and ongoing research for mathematicians, statisticians as
well as computer and data scientists; as long as new challenging data and problems
arise.
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