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Abstract

In the field of lithium-ion cells the investigation of the inner 3D microstructure of electrode
materials is an current research topic. It is proven that the electrical characteristics of these
materials are depending on their composition and their microstructure. The manufacturers of
the cells provide statistical data about the composition, but to obtain the microstructure of the
materials expensive procedures are needed, which involve acquiring hundreds of consecutive
electron-microscope images.

This master’s thesis provides an interactive segmentation tool which reconstructs a statistically
identical 3D structure of lithium-ion electrodes based on just one image. To realize this,
the arbitrary shaped particles are approximated by touching ellipsoids. The obtained 3D
structure is used as a base for accurate modeling of lithium-ion cells.

In this master’s thesis the framework of ferns, originally proposed for keypoint recognition, is
adapted and used for a classification task. The user provides seed points which cover the
characteristics of the different materials; the system uses the ferns to obtain a classification;
a subsequent segmentation based on the discrete Potts model is performed. An ellipse fitting
algorithm, tuned for the special purpose of separating particle shapes which are common
in lithium-ion electrodes, approximates the segmented areas with ellipses. Based on these,
ellipsoids defined by their sizes, rotations and relative frequencies are reconstructed and
arranged in a 3D volume.

In the end, comprehensive evaluations of the adaptations of the fern framework and the
reconstructing algorithm are given. In addition, the performance of the proposed system is
evaluated on natural images and compared to other up-to-date segmentation frameworks.
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Kurzfassung

In der Lithium-Ionen-Zellen Forschung spielt die Rekonstruktion der inneren Mikrostruktur
der Zellen eine immer wichtigere Rolle. Diese Zellen bestehen aus verschiedenen Materialien,
welche mikroskopische Partikel bilden und sich zu einer porésen Struktur zusammenschliefen.
Es ist erwiesen, dass die raumliche Groe dieser Partikel die elektrischen Eigenschaften der Zelle
maflgeblich beeinflussen. Die Produzenten der Zellen geben die statistische Zusammensetzung
der Materialien an, um jedoch Information iiber die rdumliche Mikrostruktur der Zelle zu
erhalten, sind aufwendige Verfahren nétig. Eine weit verbreitete Methode ist es, hunderte von
aufeinander folgende Einzelbilder zu generieren und daraus die 3D Struktur abzuleiten.

Das Ergebnis dieser Arbeit ist ein interaktives Softwaretool, welches es dem User ermoglicht, die
statistische 3D Struktur von Lithium-Ionen Zellen anhand nur eines einzelnen Mikroskopbildes
zu rekonstruieren. Die Partikel, welche in der Zelle willkiirliche Formen annehmen kénnen,
werden dabei mit sich schneidenden Ellipsoiden approximiert. Die erstellte 3D Struktur wird
fiir die genauere Modellbildung von Lithium-Ionen Zellen verwendet.

Fir die Klassifizierung der verschiedenen Materialien einer Zelle wird das Fern-Konzept
verwendet. Ferns wurden urspriinglich eingefiihrt als schnelle und robuste Methode, charak-
teristische Punkte in Bildern zu detektieren. In dieser Arbeit wird ihr Konzept erweitert
und fir die Klassifizierung von verschiedenen Materialien verwendet. Der User markiert
charakteristische Stellen fiir die verschiedenen Materialien, diese Information wird von den
Ferns gelernt und fiir die Klassifizierung des restlichen Bildes verwendet. Anschlieffend erfolgt
eine Segmentierung basierend auf dem diskreten Potts-Model. Ein neuartiger Algorithmus
um die gefundenen Partikel mit Ellipsen zu approximieren, wird vorgestellt. Dieser nutzt
das hohe vorhandene Wissen iiber die spezifische Aufgabe, Partikel in Lithium-Ionen Zellen
zu detektieren. Aus den gefundenen Ellipsen wird auf die 3D Ellipsoide geschlossen (Gro-
Be, Anzahl, Rotation im Raum), welche abschliefend in einem diskreten Volumen zuféllig
angeordnet werden.

Zum Schluss werden ausfiihrliche Evaluierungen aufgezeigt, welche die Adaptierung des
Fern-Frameworks und des Rekonstruktions-Algorithmus betreffen. Auflerdem zeigen wir, dass
das vorgestellte System auch mit natiirlichen Bildern Ergebnisse liefert, welche im Bereich
aktueller Segmentierungs-Frameworks liegen.

Schliisselworter:

Lithium-Ionen Zelle, Mikrostruktur von Elektroden, Statistische 3D Rekonstruktion, Interak-
tive Segmentierung, Ferns, Ellipsen Approximation
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1 Introduction

Lithium-ion cells play an important role in the field of electric vehicles as they are used as
the main energy storage. This master thesis is done in cooperation with the research center
"Virtual Vehicle’, located in Graz, Austria, where the modeling of performance of lithium-ion
cells is one main research topic. The outcome of this work is an interactive segmentation tool,
which enables the investigation of the inner structure of lithium-ion cells faster and more
economical than with actual methods.

1.1 Motivation and Goal

Lithium-ion cells are considered to be an important power source of future electric vehicles.
One main advantage is their achievable high energy density, which allows to store more
electrical energy than with other feasible electrical materials for a fixed sized battery [WBO04].
It is a well studied fact that the chemical composition and the microstructure of a cell
determine its performance [CWL™07, FCK09, HLCO8|. During the aging process, chemical
reactions change the composite and the structure of the cell material, which increases the
inner resistance [IU05]. These morphological changes are also expected to impact the capacity
and discharging current rate. The modification of the cell material is therefore an active
research topic in the field of lithium-ion research [EJCIT11, WCBHI0].

An actual research topic is also the simulation of the aging process of a lithium-ion cell, which
is not feasible by now, because accurate data about the internal structure of the cells is missing.
The manufacturers of the cells typically provide statistical data about the composition of
the used materials. Based on that, macro-homogenous models of batteries model the active
material as homogenous, isotropic and flawless particles [SNO4]. A disadvantage of such a
model is provided in [CWL™07], showing that composition-wise statistically identical materials
may have different electrical characteristics because of their spatial microstructure.

To model the aging process of a cell more accurately, the used materials need to be split
into their component parts and all of them need to be modeled separately according to their
electrical characteristics. For this purpose, information about the inner 3D structure is needed.
In [EJCIT11] and [WCBHI0] the data about the internal structure is obtained by slicing
and imaging consecutive parts of a cell. The principal constituents (active material, binder
material and pores) are segmented based on their grayscale intensities and via stacking the 3D
structure is reconstructed. A drawback of this method is the high amount of needed images,
for example 200 in the case of [EJCIT11], which are expensive to produce. In [WCBHI0]
just the structure of the active material is reconstructed, because of limited contrast of the
images.
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The goal of this work is to reconstruct the statistical distribution of the volume elements of
a lithium-ion cell based on just one image. In [Wall(] it is shown, that the reconstruction
is possible, if the image is labeled properly. They focused on the reconstruction and used a
basic watershed segmentation algorithm to extract the data of exactly one kind of lithium-
ion material. In this work, an interactive segmentation tool is presented, which supports
specialists in the field of lithium-ion cells in investigating the microstructure of different kinds
of used electrode material. At first a classification algorithm based on ferns [OCLF10] is
applied which learns class-specific information from user scribbles. The output of the classifier
is used to initialize a subsequent segmentation algorithm, based on a Markov Random Field
(MRF) model. To solve the segmentation problem, we use graph cuts for minimizing the
energy term formulated via the Potts model. The segmented particles are approximated
with ellipses, where a new algorithm for this special purpose is proposed. Based on these
ellipses a statistical analysis is performed and the ellipsoids, where the ellipses originate
from, are reconstructed. Finally, these ellipsoids, defined by their sizes, rotations and relative
frequencies, are randomly positioned in a discrete 3D volume.

1.2 Outline

In the next section related work is presented. It starts with the basic function of a lithium-ion
cell and gives a short overview about actual research work in the field of lithium-ion cell
microstructure investigation. Then, in the computer vision section, the principles of trees
[CSK11] and ferns [OCLE10] are reviewed. In the second part of this section Markov Random
Fields, the Potts model and graph cuts are explained and how these concepts can be used for
image segmentation. The stochastic section shows, how in [Wall0] circles are reconstructed
based on cut length distributions. The findings there are extended in Chapter for
reconstructing ellipsoids based on ellipse distributions. The last section of the related work
introduces an algorithm based on [Wall(] which arranges given ellipsoids in a discrete 3D
volume.

After the related work section, the problem specific work is presented. The section starts with
the adaptations, which were needed to use the ferns for image classification. The investigated
feature channels and the expanded binary tests compared to the original version of ferns
in [OCLF10] are explained in more detail. Then, an ellipse fitting algorithm is proposed,
which exploits the strong knowledge about the specific problem domain. The last part of this
section shows how the findings in [Wall(] can be extended to reconstruct ellipsoids based on
a discrete ellipse distribution.

In Chapter [4] comprehensive tests for image classification and segmentation, as well as for the
ellipsoids reconstruction, are presented. It is shown, how the parameters of the final system
are determined and how they influence the result. Although the entire system is tuned to
segment different materials present in lithium-ion cells, good results are also obtained on
most natural images. We show that the performance on the public available ICG-Bench is
comparable to other actual segmentation frameworks [San10)].

Finally, a conclusion and ideas for future work are given.



2 Related Work

The related work section of this master’s thesis is structured as follows: First, a basic
explanation is given about how lithium-ion batteries work and a short overview about the
found methods to investigate the microstructure of a cell with the help of image processing
algorithms is provided. Second, the classification and segmentation algorithms, which were
investigated for this problem domain, are described in detail. The segmented materials are
approximated by ellipses; the obtained ellipse distribution is used to reconstruct the ellipsoids
they originate from. In this section the principle of reconstructing circles based on a cut
length distribution is given. Finally, the algorithm is introduced, which creates the discrete
3D volume of ellipsoids.

2.1 Lithium-lon Cell

This chapter gives an overview about how lithium-ion cells work, what parts they consist of
and why it is necessary to gain information about their inner structure. A short introduction
about actual methods for investigating this structure with their proper advantages and
drawbacks is provided.

2.1.1 Working Principle

Primary cells store electrochemical energy and transform it to electrical energy if the external
current circuit is closed. Such cells are meant for one-time use, whereas the electrochemical
processes of rechargeable cells can be reversed. In the rest of this document the term cell is
used to refer to rechargeable ones. The main parts of a cell are two electrodes, an electrolyte
and the housing. If the cell is charged, chemical energy is stored. If the external electrical
circuit is closed, a chemical reaction starts which consists of reduction and oxidation at the
according electrodes. The negative pole during discharging is commonly called ’anode’ and
the positive pole ’cathode’. For the rest of the document this notation will be used. During
the discharge process, electrons are produced via an oxidation process at the anode and move
via the external electrical circuit to the cathode. There, the electrons are absorbed by a
reduction process. Within the cell the electrical circuit is closed by ions which move from
the anode to the cathode via the electrolyte. The electrolyte can be solid or liquid, but has
to be highly conductive for ions and an isolator to electrons. The two electrodes of the cell
are isolated by a separator. The separator can be penetrated by ions but is impermeable for
electrons, which prevents the cell from an internal short-circuit. In Figure the scheme
of a cell is illustrated. Important characteristics of a cell are capacity, energy density and
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Figure 2.1: Scheme of a discharging cell with external circuit.

achievable power capability. The capacity defines the amount of electrical charge the cell can
store and is given in ampere-hours [Ah]. As this value is highly dependent on the magnitude
of the discharging current, manufacturers often rate the capacity according to a one-hour
discharging current. The energy density defines the amount of energy that can be stored in a
particular unit volume of the cell and is given in watt-hours per liter [Wh/I]. The higher the
energy density is, the more energy can be stored in a cell with a given geometrical standard.
The achievable power capability defines the highest current rate in ampere [A] which can be
performed by the cell without getting damaged [MWO05].

In lithium-ion cells, electrodes consist of materials, which enable intercalation of lithium-ions.
During the charging process, ions are intercalated within the mesh-structure of the anode,
during the discharge process ions are produced at the anode and intercalated in the cathode.
An important aspect of the intercalation is that the main-structure of the material is not
destroyed, making the process reversible. During the first charging cycles, a passivating
layer develops on the surface of the electrodes mainly from a reduction decomposition of the
electrolyte. This layer is called solid electrolyte interphase (SEI) and is permeable for the small
lithium ions, but preserves the electrolyte from further decomposition [BW04, MWO05].

The electrode is made of a porous structure which can be penetrated by the liquid electrolyte.
The solid part of the porous structure consists of active material and binder material. The
active material is capable of intercalating the ions and therefore determines the capacity
of the cell. The more active material is present in a cell of given geometry, the higher the
energy density becomes. The achievable power capability is constrained by the diffusion at
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the electrodes. The more electrons and respectively ions can be transported within a certain
amount of time, the higher the power capability becomes. As the transportation of ions in
the solid is slower than in the electrolyte, the diffusion paths should be kept short to reach a
high power rate. This is achieved by the porous structure of the material. As the porosity of
the material is increased, the diffusion paths become shorter and a higher power capability is
achieved. On the other hand an increased porosity implies less active material given a certain
unit volume. As the current drain increases also the inner resistance of the electrodes and the
transfer resistance between electrolyte and electrode surface have to be taken into account.
To lower these, highly conductive binder material is added and enables a homogenous use of
the active material and increases its inner conductivity. Unfortunately, adding this binder
material leads again to a decrease of the energy density and therefore to a lower capacity of
the cell by a given unit volume [MWO05], CWL™07].

As these correlations show, the ratio of active material, binder material and porosity is
determining the electrical attributes of a lithium-ion cell. In [CWLT07] and [FCKQ09] the
influence of different materials and ratios is further investigated.

2.1.2 Vision Based Research

The widely used macro-homogenous model for lithium-ion batteries assumes the material
of the cells to consist of isotropic, homogenous, spherical particles, small compared to the
electrode thickness. This model is capable of simulating electrode properties such as porosity
and [SEIMilm-thickness. However, the model is not suitable to analyze the full degradation
process of a cell. It is a well known fact that during the lifecycle of a cell the inner material
structure changes which correlates with the changing of the electrical characteristics [ITU05].
To investigate these correlations two basic methods were found. Either just single images
were taken to show the existence of morphological changes or an array of consecutive images
was taken to reconstruct the full 3D structure.

In [TUO5] the correlation of morphological changes and decreasing performance of lithium-ion
batteries is investigated. They examined lithium-nickel-cobalt-oxid based materials, used as
positive electrode, but their findings are believed to be true for other materials as well. They
observed the cells using a microscope equipped with focused ion beam ([FIB]) technique and
a X-ray absorption fine-structure spectroscopic (XAES]) analysis method. To examine the
morphology, single images were taken at initial state, after 500 and after 800 charging-cycles.
These 2D images show that the primary active particles change their microstructure during
the lifecycle. They seem strongly connected at initial state; after 500 charging cycles cracks
and clearances between the particles are found and after 800 cycles they are pulverized. In
[[U05] a [FIB] technique is used to investigate the fact that changes of the microstructure
correlate with the loss of performance during the lifecycle of a cell, but they do not examine
the 3D structure of the material.

In [EJCIT11] the 3D microstructure of lithium-ion electrodes is reconstructed via an array
of consecutive focused ion beam-scanning electron microscopy (EIBUSEM]) images. They
produced 300 images and finally used 200 of them, showing the three main constituent
parts of a lithium-ion cell (active material, binder material and pores), which differ in the
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image just in their grayscale intensities. The histograms of the images were equalized,
combined with median noise filtering and subsequent sharpening. To identify the optimal
threshold values, for separating pores, binder and active material from each other, a specialized
algorithm is presented. This algorithm estimates the distribution of the grayscale values,
automatically identifies the threshold values and applies them to every image. To reconstruct
the 3D structure the images were combined via a 3D stacking method. They were able to
reconstruct the microstructure of the three main constituent materials of the cell. In that
particular case the active material was LiFePQO, and the conductivity additive material
carbon black.

In [WCBHI0] the same principles were used to investigate the microstructure of a LiC0O;
positive electrode. The authors faced a problem concerning the contrast of their images and
therefore just reconstructed the active material LiC0Os. A differentiation between pores and
carbon black (binder material) was not feasible.

The main drawback of the 3D stacking method is the high amount of needed images, which
are expensive to produce. As in the examples above described, about 300 images need to
be produced to be able to reconstruct a representative volume element. As researchers try
to simulate the aging process of a cell, which includes the degradation process of the inner
structure, more than just one reconstruction during a lifecycle is needed. Therefore some
thousand images are needed to get an accurate insight into the morphological changes of a
cell.

This work tries to overcome this problem by reconstructing an approximation of the 3D
structure out of a single FIB-SEM image. After the segmentation is done, the active material
is approximated with ellipses and the statistical 3D structure is determined based on methods
described in Chapter and [Wall0].

2.2 Computer Vision

The first step in reconstructing a statistical 3D microstructure of lithium-ion electrodes is
to separate the different materials of such electrodes. As the final system should be able to
handle different kinds of lithium-ion cell materials, this chapter presents supervised learning
algorithms. It is divided in the two main parts of the separation process. First, the process
of classification is explained with the focus on the methods ’classification forest’ and ’ferns’.
Second, the segmentation process based on energy functions, which are minimized via graph
cuts, is described.

2.2.1 Classification Algorithms

The aim of supervised learning algorithms is to analyze given training data and to create a
classifier or a regression function. Classification refers to the process of associating a discrete
label out of a predefined list to any given data point. In the case of regression the algorithm
outputs a continuous variable, whos interpretation depends on the specific application. As for
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this work relevant, the focus of this chapter is put on classification. In both cases, a sample
is a feature vector derived from the basic instance of the sample. Often the features are
characteristics which can be calculated from an image, but arbitrary information about a
sample can be added as feature. In general a classification algorithm is divided into a training
phase and a runtime phase. During training, which is often done offline, the algorithm learns
a model which should predict correct labels for unseen samples. If no online learning is
implemented, this model does not change during runtime and predicts the output according
to the previously learned training data statistics. In the next paragraphs a short introduction
to the popular classification methods ’support vector machine’ (SVM]) and ’boosting’ is
given, followed by a detailed description of classification forests and ferns in the following
subchapters.

Support vector machines are in their standard version a binary, linear classifier, which tries to
separate the training examples by the concept of a maximum margin [CV95]. The definition
of the margin is the minimal distance between the decision boundary and the nearest training
sample. A SVM defines the decision boundary such that the margin for both classes is
maximized, which gives the smallest generalization error. The training samples which are
the nearest to the decision boundary are called support vectors. They define the boundary
and therefore just these need to be stored, all other samples can be discarded. To split
training sets which are originally not linearly separable, the data points are mapped to a
higher dimensional feature space. There, a linear decision boundary is represented by a
maximum margin hyperplane, which leads to a non-linear decision boundary when remapped
to the original feature space. This mapping is in general computationally intensive and
therefore not done explicitly. The concept of kernel substitution is used, which lowers the
computational load and is described in detail in [Bel06]. If the training set cannot be split
perfectly, in [CV95] a modified version of the maximum margin idea known as soft margin
hyperplane is proposed, which tries to separate the training set with a minimal number of
errors. Unseen samples are labeled according to their position concerning the hyperplane.
A is originally designed as a binary classifier, but several extensions exist to use them
also for more advanced problems. A comparison of the different multi-label SVM methods
is given in [DKO05]. Also a regression model was proposed in [DBK™97] which is known as
support vector regression machine. In [THJA04] support vector machines are adapted to
a structured output space and [Pla99] shows how support vector machines can be used for
probabilistic outputs.

Support vector machines try to find one decision function, which is strong enough to classify
new samples correctly. By contrast, other approaches exist, which do not rely on one decision
function, but combine several of them. An advantage of the combination is that every decision
function itself does not need to be that strong. In some cases such strong classifiers are not
available, or their computational effort is significantly higher than for a group of weaker
ones. One method of combining several classifiers is called boosting and was first introduced
in [Sch90]. The term boosting generally refers to algorithms which train weak learners
consecutive and combine them to a strong one. A weak learner outputs a hypothesis that
performs only slightly better than random guessing. A strong learner performs significantly
better than any of the weak ones [Sch90]. Whereas the original algorithms were not adaptive,
following versions trained the weak learners in a consecutive way to gain better results. The
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main principle is to check the performance of every learner and put the focus on misclassified
training samples for the subsequent learners. The final strong learner classifies an unseen
sample by averaging the predictions of the weak learners, which are weighted according to the
results of the learning process. The differences among the boosting algorithms are the way
how they use the training samples and according to what rules the combination is carried
out. Popular versions of boosting algorithms are AdaBoost [FS95], Gradient boosting [Fri02]
and LPBoost [DBST02].

Boosting algorithms train their learners consecutively, but average the outputs of these
learners while classifying. Another way of combining learners is to apply them also during
the classification phase in a consecutive manner. One example of such classification concepts
are decision trees.

Classification Forest

This chapter describes the principle of decision trees and how they are assembled to a
classification forest. Decision trees were introduced in [BESO84], and in [Ho95| several of
them were combined to form a so called forest. In [Ho95| also the method of using randomly
selected features to train the trees is proposed. In [CSK11] a comprehensive summary of
different forest models is given, which is the base of this chapter.

Classification forests are a common method to solve classification tasks. Important properties
of them include [CSK11]:

e naturally handle multi-label problems;
e provide a probabilistic output;
e generalize well to previously unseen data;

e can be efficiently implemented because of their parallelism.

A decision tree is a hierarchical structure of nodes and edges. Nodes have two or more
successors and always one predecessor. In this work the focus is put on binary trees where
each internal node has exactly two outgoing edges. Figure shows a binary decision tree;
the top node is called root node and nodes without a successor are called terminal nodes
or leaf nodes. To label a sample with a decision tree, it is injected to the root node. The
root node, and every internal node, passes the sample to one of its successors according to
a decision function associated to this node. When the sample reaches a leaf node, the tree
predicts an output for this sample.

Training: The aim of the training phase is to set up the tree structure, find the decision
functions and assign predictors to the leaf nodes. The depth D of a tree is defined during
training phase, at which several criteria can be used to determine it. To select proper decision
functions, their quality is measured by the achieved information gain. These concepts will be
described later in this chapter in detail.
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A general tree structure

internal ° €— root node

(split) node

\ terminal (leaf) node

Figure 2.2: Binary decision tree. Image taken from [CSKII].

Data points are represented as feature vectors v, which may consist of a large number of
feature responses. Training data is also associated with a ground truth label. The decision
functions associated with each node will be called split functions h. A split function passes
every input data v of a node either to its left or right child. This implies that in general every
node, except of the root node, is reached by a subset of the entirety of the training samples.
The subset reaching a node as input data is denoted by S;; the subsets which are passed to
the left and right successor are denoted by S; and S;, respectively. For each split node the
following properties apply: S; = S;U S,., S;N S, = 0. These subsets are used to determine the
quality of the induced splits by calculating the information gain. The information gain is the
most common criterion used to select the decision function. Before talking about information
gain the term entropy needs to be defined, whereby in this work it refers to the Shannon
entropy. Shannon introduced in [Sha0l] a concept to measure the uncertainty of the state of
a discrete random variable. This concept is called entropy and can be used to determine the
information content of a randomly chosen variable out of a set B of data points. With x as
the space of classes and p(c) as the likelihood of class ¢ in the distribution, the entropy H of
the set B is mathematically defined as:

H(B) =~ p(c) - logy(p(c)). (2.1)

CER

If in a set one class is predominant, and the amount of all other classes is comparable small,
the entropy also will be very small. The information content of a randomly chosen variable
out of this set is small, because it is very likely to choose the dominant class. If all classes are
equally distributed, the entropy has the highest value because no prediction about a preferred
class can be made.

In the context of decision trees we want to split the training samples into subsets such that the
resulting entropy value of each subset is minimized. To reach this state, after every split the
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Figure 2.3: Information gain for discrete distributions: (a) Dataset S before a split. (b)
After a horizontal split the dataset is not well separated, which leads to a lower
information gain. (c) A vertical split separates the dataset better and therefore
leads to a higher information gain. Image taken from [CSKI11].

created subsets should have lower entropy than the input set. With such a split, information
about the classes in the sets is gained, and therefore this concept is called information gain.
With H(S) being the entropy of a set S, which is split in the subset S; and S, the information
gain [ is computed as:

CH(S)). (2.2)
e{l,r} ’ |

In Figure an illustrative example is given. Figure (a) shows data points in a 2D feature
space; colors indicate the different classes. The number of points for each class is the same,
therefore a uniform class distribution results. If a horizontal split like in Figure [2.3|(b) is
applied, each of the resulting subsets contains just three different classes. This is associated
with lower entropy compared to the initial set in Figure (a). The achieved information gain
is according to [CSKI1] I = 0.4. If this set is split vertically, like in Figure [2.3|c), the data
is separated better and each subset contains just two classes. Compared to the horizontal
split the entropy of these subsets is even lower, which yields a higher information gain of
I =0.69. With this concept the optimal split function for every node can be selected; the
detailed procedure will be described later in this chapter.
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Split function: A split function h is defined as

h(v,0) € {0,1}, (2.3)

with v as the input data vector; 6 are the parameters of the function and the output 0 and 1
indicates whether the processed data is passed to the left or right child. 8§ = (¢,,7) and
characterizes the split function. ¢ is a filter function and selects some features out of the
feature vector v. This lowers the complexity of the split function and leads to the hierarchical
test structure which is inherent for decision trees. 1 defines the geometric primitive used to
separate the data. In Figure [2.3(b) and (c) axis-aligned linear separators are shown for a
2D case, but arbitrary decision boundaries can be chosen, as long as they can be defined by
parameters. In higher dimensional spaces the equivalents are hyperplanes or general surfaces.
7 defines a vector of thresholds for the decision boundaries.

While setting up the tree the training algorithm selects for every node the optimal parameters
0* out of a random subset of all available parameters. The concept of randomness is described
in detail later in this chapter. 6* is determined by maximizing an information gain objective
function

0" = arg max 1(S;, 51, 5r,0), (2.4)

with I depending on the input data set .S;, the subsets after the split S5; and S, and the
parameters 6. This maximizing of the information gain is the reason why training of trees
is computationally expensive. To calculate the information gain, the whole input set needs
to be processed according to the split function. To find the optimal settings, the procedure
needs to be repeated for every set of parameters 6 out of the random subset. If the optimal
split function is found the according subsets are passed to the successor nodes, which again
try to optimize their split functions.

The procedure can be repeated until every leaf node contains just one training sample, which
is a subset that cannot be split any more. This would lead to a decision tree which separates
the training samples perfectly but shows highly overfitting behavior. To avoid this, several
criteria can be used to decide when to stop growing each individual branch. A content
independent choice would be to stop after a maximum tree depth D (level of consecutive
nodes of a branch) is reached. Other versions take the processed data into account and stop
when a split does not achieve more than a minimum information gain. Another version is to
stop when a node contains less than a minimum number of data points.

Leaf nodes: A decision tree consists of several internal split nodes with the associated
split functions and several leaf nodes, which holds information for the final output. In a
classification case, a leaf node may store the empirical distribution over the classes associated
to the training data points which reached that node during training. The probabilistic leaf
predictor model is then

p(clv), (2.5)
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with ¢ € k indexing the class and v being the input data vector. During runtime a data
vector is inserted into the root node of the tree, passed through the tree according to the
learned split functions, and in the end reaches a leaf node. With the leaf predictor model a
probability p of vector v belonging to a class c is given.

Forest: To achieve generalization and robustness against noisy data, not just one decision
tree is used to classify data samples, but several of them are combined to an ensemble called
forest. The input data vector v is processed by every tree separately which leads to several
predictions p;(c|v), with ¢ = 1,...,T and T being the number of trees in the forest. The final
prediction p(c|v) of a forest can be calculated either by averaging the predicted distributions
of the trees:

p(clv) = Zpt clv), (2.6)

or by multiplying the outputs together:

p(clv) = H pi(clv) (2.7)

There, Z is a partition function ensuring probabilistic normalization. The advantage of the
averaging version is that outliers, for example caused by noisy training data, do not have
a significant impact on the result. The multiplicative approach is far more influenced by
the individual outputs of each tree. For example, a single tree with a very small predicted
probability for a sample belonging to a certain class, may lower the overall probability of
the forest significantly, even if the output of all other trees predict the opposite. Depending
on the application this behaviour can be desirable, if for example just samples with a high
overall confidence should be labelled.

Randommness: A forest outperforms a single tree just if the individual trees in the forest are
different to each other. This is achieved by introducing randomness in the training phase.
Two of the most popular methods are 'randomized node optimization’ and ’bagging’ Bagging
was first introduced in [Bre96] and is an acronym for ’bootstrap aggregating’ The idea is to
train every tree ¢t with a different set of training data. This is done by randomly sampling a
subset L; C L for every tree, with L denoting the original training set.

An alternative way of inserting randomness to the training procedure is randomized node
optimization. The training set L is the same for all nodes, but for the parameters 6 of the
split function just a randomly selected subset is available. The training procedure is done like
described, but from the entire set I' of possible parameters 6, for every node j just a subset
I'; C T is available to optimize it. The objective function becomes

0; = arg emezauf I, (2.8)

with
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Figure 2.4: Figure (a) shows a forest with a large value of p, which results in trees which are
quite similar to each other. In Figure (b) p is small and the resulting trees show
a higher variation than in (a). Images taken from [CSKTI].

I; = I(S}, 5%, 55, 6;). (2.9)

Sji» denotes the input set for node j; Sjl- and S} are the subsets passed to the sucessors of the
node. The amount of randomness is controlled by the ratio |I'j|/|I'|. For easier notation the
parameter p = |I'j|, p=1,...,|T'|, is used. If p = |T'|, all trees are trained with the same set I
and therefore the correlation between the trees is the highest. This leads to a behaviour of
the forest very much like a single tree. Figure [2.4(a)| shows an example of such trees which
are highly correlated. If p = 1, maximum randomness is achieved and the trees are very
different to each other, which results in better generalization behaviour. An example of such

highly uncorrelated trees is shown in Figure [2.4(b)

Ferns

In [OCLF10] a new framework for keypoint recognition in images called 'random ferns’ is
proposed. Ferns are related to random trees, but are made of a non-hierarchical structure
and their output is combined in a Semi-Naive Bayesian manner. This chapter describes
the principle of the ferns like proposed in [OCLF10] and shows how they are used for a
classification task.

To stress the differences between random ferns and random trees a short example will be
given how a classification task is handled by a classification forest. Images of different objects
in various view points are given and should be classified by a forest. During training phase
several trees are constructed which are tuned to split the entire training set as good as possible.
The feature space is divided step by step in a hierarchical manner. For the classification of
a test image the output of all trees is averaged and the label with the maximum likelihood
is assigned to it. In [AG97] it is shown that very simple binary tests as decision functions
are sufficient to reach acceptable performance for shape quantization. Random ferns are also
based on simple binary tests, but these tests are combined non-hierarchically and chosen
randomly, without checking their suitability. To determine a label for a test image, the output
of the ferns is combined in a Semi-Naive Bayesian way.



Chapter 2. Related Work 14

() ()
DO YRR O O
DI OIOMOLIONOXOREN

Figure 2.5: Ferns vs. trees: trees consist of several branches with unique tests. Ferns perform
the same test on every level of the tree, therefore a tree structure is not needed
anymore and a sequence of tests is sufficient. Image taken from [OCLF10].

(b)

Figure 2.6: Feature space of trees and ferns: A tree of depth 2, shown in Figure (a), offers
4 possible combinations of feature values (denoted by the green circles). A fern
of size 2, shown in Figure (b), offers also 4 possible combinations. A detailed
description is given in the text. Image taken from [OCLF10].

Comparison with trees: Ferns are a simplification of trees. To compare them, we assume
that both methods use simple binary tests as decision functions. These binary tests, according
to [OCLF10] denoted by f, are the equivalents of the split functions h of decision trees.
Whereas a tree structure consists of unique branches defined by its binary tests f, ferns
perform the same binary test f in every node of one level. As the branches are identical
they are in fact not needed anymore and the tree structure can be reduced to a sequence of
binary tests. This is illustrated in Figure In [OCLF10] it is shown that the simplified
structure does not entail any performance loss. Figure [2.6|illustrates that ferns and trees of
the same depth D offer the same amount of combinations in their feature space. The tree in
Figure [2.6|(a) has a depth of 2 and offers 4 possible combinations of feature values. Although
3 features are used, just the 4 combinations denoted by the green circles are possible. Other
combinations are not feasible because just 2 out of the 3 features can be evaluated in one
branch. The fern in Figure [2.6(b) with size (equivalent to the depth of trees) 2 offers also 4
possible combinations of feature values but has a much simpler structure.
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Ferns share important properties with trees, including;:

o naturally handling multi-label problems;
e providing a probabilistic output;
e generalizing well to previously unseen data;

« efficiently implementations possible because of their parallelism;

but have two main advantages. The training of ferns is faster, because no optimization of
the binary tests, like done with the decision function of trees, is performed. Furthermore,
[OCLFE10] shows that ferns outperform trees, especially if the number of classes increases.

Semi-Naive Bayesian method: Recently it was shown in [OCLF10] that the power of a
classification forest does not derive from the tree structure itself but from the advantage of
combining groups of binary tests, which improves the classification rate. In [OCLF10] just
one kind of a simple binary test of the form

. {1, if Int(p;) < Int(p,) (2.10)

0, otherwise

is used. p; and p, are two randomly chosen pixel locations within the image. Int(p,)
represents the intensity value of the location p;. These tests are referred to as binary feature
tests f and indicate if the intensity at location p; is lower than at p,. In a classification
task with k as the space of classes, we assume ¢;,7 = 1,...,|k| to be the set of classes and
fj»3 =1,..., N to be the set of binary features calculated for an image. To assign a label to
an unseen image, the maximum likelihood of this image belonging to class ¢;, accounting the
associated features f1, fo,..., fn, need to be found:

¢ = argmax P(C = cilf1, fa, -, [N), (2.11)

where ¢; denotes the assigned class label and C' is a discrete random variable that represents
the class. Applying Bayes’ Formula yields

P(fl,fg, . .,fN’C = CJP(C = CZ‘).

P(f1, fay-- s fN) (2.12)

P(C:ci’flvf%"'vf]\f):

As the denominator is just a scaling factor independent from the class and P(C = ¢;) can be
assumed as a uniform prior, the problem reduces to finding:

¢ = arg max P(f1, f2,..., fnIC = ). (2.13)

To reach accurate classification based on simple binary features, many of them are required.
For example in the implementation of the framework in [OCLF10] N = 300 binary features
were used. To represent the complete joint probability of equation (2.13)), 2V entries would
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need to be estimated and stored for each class. As this is not feasible, simplifications are
needed. One method would be to assume complete independence among the features, which
leads to:

N
7=1

As the features are correlated to each other, this method does not give acceptable results. A
good compromise between computational effort, storing effort and modeling the dependencies
of the features is to partition them into groups. The N features are grouped into M groups
of size S = N/M. These groups are called Ferns and the joint probability of the features
within a group is determined. The groups are assumed to be independent from each other
and the conditional probability becomes

M
P(f1, f2.- -, IN|C = ¢i) = [ P(Fx|C = ¢). (2.15)
k=1

F, = {ft, f2,..., f2} is the set of features used for the kth fern. f¥ represents the xth
feature of the kth fern and is chosen randomly out of the N binary features. Equation (2.15|)
shows a Semi-Naive Bayesian approach by modeling only some of the dependencies between
all features. That approach decreases the initially amount of 2V entries to M x 2°. The
practical implementation presented in [OCLET10] gave good results with M = 50 and S = 11.
M x 2% is therefore in the order of 10° and much smaller than 2V which is in the order of
10165.

Training: Analog to the training of random trees the aim of the training phase of ferns is
to estimate the class conditional probabilities P(Fj|C = ¢;) used by equation (2.15). For a
simple notation (and implementation), all binary features f of a fern are stacked together
in a fixed sequence which forms a binary vector of size S. This vector is interpreted as a
decimal number, which is called the value k of a fern. The probability py ., of a fern F,,
m=0,..., M, responding with the value k, k =0, ...,2% — 1, for a class ¢; can therefore be
written as:

Phe; = P(Fm = E|C = ¢;). (2.16)
Ferns can take K = 2% values and for every class ¢; the constraint
K—1
> pre =1 (2.17)
k=0

needs to be fulfilled. A simple approach would be to assign the maximum likelihood estimates
from the training samples to these parameters py, ,:
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Ni e
= 2.18
Pk,c; Nci ( )

N, represents the number of training samples of class ¢; that evaluated for one particular
fern to value k. NN, is the total number of samples for class ¢;. In practice this version has a
main drawback. If no training sample at all evaluates to a particular value k, the according
Ny, and consequently py ., would be zero for one fern. As the outputs of all ferns are
combined multiplicatively, the resulting probability for the class ¢; would be zero, no matter
what the other ferns respond. Beside the fact that the vote of a single fern should never
be that strong to cancel out a possible label for an image, the reason for such probabilities
Pk,c; = 0 may simply be an artifact of the limited size of the training set. In practice training
sets are not arbitrary big and for some classes ¢; there simply might be no instances which
evaluates to some particular values of k. To overcome this problem py ., is defined as

Nk,ci + Nr

2.19
N., + K x N,’ (2.19)

Pk,c; =

where N, represents a regularization term. If during training no sample evaluates to a specific
value of k (Nj ., = 0), this definition will still assign a non-zero value to the corresponding
probability. [OCLF10] investigated the influence of the parameter N, and states that a value
of N, =1 works well for practical implementations.

Practical Realization: To clarify the theoretical approach, a descriptive example will be
given how ferns are used to classify images. We assume that the classification algorithm
should consist of M ferns of size S. During initialization phase for every fern S decision
functions, referred to as binary tests, are chosen and put in sequence. Every test is associated
to a certain feature, which is picked randomly out of a predefined feature space. In [OCLF10]
a simple compare method is used for the binary tests but in fact arbitrary functions, even
feature combining ones, can be used. The pixel locations are also picked randomly within a
reasonable limit. Ones all binary tests are set they do not change anymore during the rest of
the procedure.

A training set consists of several images with their associated ground truth labeling. A fern
applies all of its tests to a training sample, where the results of the tests lead to a particular
fern value k. According to the associated ground truth label, the discrete class distribution
of samples leading this particular value k is updated. After all training samples have been
processed, for every value k a discrete distribution of classes is given. To realize the definition
of equation , the discrete distributions of the classes are initialized with 1, which assigns
at least one training image of every class to every possible value of k.

During runtime the unseen image is evaluated by every fern, which means the value k of the
fern accounting to the test results for the image is calculated. Every fern outputs its learned
distribution for this value and these outputs are combined in the Semi-Naive Bayesian manner
described.
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2.2.2 Segmentation Algorithms

The aim of image segmentation in general is to partition an image into disjoint, meaningful
parts. If also a label should be assigned to each part to associate it with logical properties, it
is referred to as semantic image segmentation.

In Chapter 2.2.T], classification algorithms are described which can be used to provide a
probability distribution over possible labels for each pixel in an image. Based on these
distributions a simple labeling can be obtained by assigning the label with the maximum
likelihood to each pixel. One drawback of this method is that it assumes independence
between all pixels, which leads to highly scattered results.

The segmentation algorithms introduced in this chapter are designed to produce a smooth
labeling of a given image, taking local characteristics of the image and the neighborhood of
each pixel into account. At first graphical models are described and how they can be used to
formulate problems in the field of computer vision. Second, methods to solve such problems,
with the focus on the graph cut method, are described.

Graphical Models

Graphical models are used to describe the relationships between multiple random variables by
means of a graph. They allow us to determine the joint or conditional probability distribution
over a set of configurations of the variables in a very effective way. In the field of computer
vision many segmentation algorithms are based on such models. Two very common models
are the Bayesian network and the Markov random field (MRE]). Both are represented by a
graph G = (V, &) which consists of nodes V' and edges £. Every node i is associated with a
random variable Y; and a certain realization of it is denoted by Y; = ;. The joint realization
over all nodes, also called configuration, is denoted by Y = y. In this chapter just discrete
values for the random variables are assumed, but the explanations can be straightforwardly
extended to the continuous case.

The Bayesian network is a graphical model where the graph is acyclic and directed. For
Bayesian networks the probability p(Y = y) can be factorized by following formula:

p(Y = y) = H p(l/i’yparents(i))a (220)
2%

where p(yi|Yparents(s)) is a conditional probability distribution, and parents(i) denotes the set
of parents of node . In Figure a Bayesian network of four elements and the according
factorization is given.

The focus of this chapter is put on undirected graphical models, also known as Markov
random fields (MRE]). The graph G = (V, &) of a MRF consists of nodes V' and undirected
edges £. The edges indicate a dependency between the random variables of the associated
nodes. In Figure a MRF with four nodes is shown [NL11].
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Figure 2.7: A Bayesian network consisting of 4 nodes with following factorization: p(Y = y) =
p(Ya =ya|Yz =y3) - p(Ys = ys3|Y1 = y1, Y2 = y2) - (Y2 = 1o|Y1 = 1) - p(Y1 = 1).

Figure 2.8: A Markov random field consisting of 4 nodes with following factorization:
p(Y =y) = % Y123(y1, Y2, Y3) - I34(y3, ya).-
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Figure 2.9: Definition of cliques: Two maximal cliques are marked in the graph: Cly34 and
Clas. The subset formed by the nodes {Y1, Y5, Yy, Y5} is not a clique, because
connections between Y; and Y5, and between Y and Y, are missing. Note: Every
connected pair of nodes forms a clique, but in the image just Clos is given as an
example.

The factorization of the probability of a certain realization p(Y = y) of a MRF is determined
by help of the graphical concept ’clique’. A clique is defined as a subset of nodes in which
every node is connected to each other node (clique property). In terms of probability theory
this means that each node is dependent on all other nodes of the clique. A maximal clique is
defined as a subset of nodes of the graph, where it is not possible to include any other node
of the graph without canceling the clique property. An illustrative example is given in Figure
ﬂ The factorization of p(Y = y) for a MRF is then given by:

1
p(V=y)=- I dalwa) (2.21)
cleCliques(G)

There, cl denotes a clique, Cliques(G) is the set of all maximal cliques of the graph G and
Yer is the specific node configuration of this clique. The factors 9. () are also called potential
functions and model the relationship between the variables (nodes) in the clique cl. A factor
can be realized by an arbitrary non-negative function. In general the product of the factors
will not be correctly normalized, that is why the partition function Z as normalization factor
is needed:

Z = Z H ﬁcl(ycl)‘ (2'22)

yeT cleCliques(G)

The partition function calculates the sum over all possible configurations of y € T, where
T is the entire solution space. In Figure a Markov random field with its factorization is
given. A more convenient way to explicit denote the factorization is to use a factor graph
INLIT, Bel06].
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Figure 2.10: A factor graph of the Markov random field in Figure The nodes Y7,...,Yy
are the variable nodes with the factors 1123, 934 of the maximal cliques.

Factor Graphs: A factor graph directly encodes the factorization of the probability function
in the graph structure. The factor graph F'G = (V, F, ) consists of nodes V' which represent
the random variables and nodes F which represent the factors. The edges £ are undirected
and connect always a variable node and a factor node. A factor determines the relation
between the adjacent variable nodes. The probability p(Y = y) of a certain configuration y
then factorizes by following formula:

P =) = 2 [] %o (223)
1eF

There, N (i) denotes the adjacent variable nodes of the factor node 7. The partition function
Z becomes:

Z =TI 9:tun))- (2.24)

yeY ieF

In Figure a factor graph over the maximal cliques of the Markov random field in Figure
is given [NLIT] Bel06].

Energy Minimization: To find the best solution for a problem which is defined by a factor
graph, we need to determine a configuration y* = argmax,cy p(Y = y) with the maximum
probability. This can be achieved by defining a function, the so called ’energy’, which measures
the quality of a configuration. To get the desired solution this energy function needs to be
minimized. The configuration which leads to the minimum energy has also the maximum
probability. Now this relation will be described in detail.

For every factor node i € F an energy function E;(yy;)) is defined. The energy function of
factor node 7 depends on the configuration y of the adjacent variable nodes N (i) and provides
a quality measure for this configuration. The factors ¥; in equation (2.23|) are defined as:

Di(ynay) = exp(—=Ei(yn))), (2.25)



Chapter 2. Related Work 22

where the exponential representation is called the Boltzmann distribution. The probability

p(Y = y) in equation (2.23|) becomes [NLI1I]:

Di(Yni))

P
™

exp(—FEi(yay))

R

<.

S

exp(— > Ei(yn))- (2.26)
ieF

Nl—= NI~ N~

The partition function Z becomes:

Z =7 exp(= Y Eilyne))- (2.:27)

yeY 1€F

Based on equation (2.26)) the finding of the configuration y* = argmax,cy p(Y" = y) with the
maximum probability turns into an energy minimization problem [NLI1]:

. 1
y" =argmaxp(Y =y) = argmax Z exp(= > Ei(yniy)
yGT yET i€F

= argmax exp(— Z Ei(y/\f(i)))
yeT i€F

= argmax(— Y Ei(yn()))
yer i€F

= argmin(ZEi(yN(i))). (2.28)
veT  ieF

The final equation states that the finding of the solution with the maximum probability
is equivalent to minimizing the sum of the energy functions Ei(yN(i)). The next chapter
shows how this relation offers a convenient way to solve image segmentation tasks by means
of conditional random fields (CRE]). Another important fact is that the partition function Z
does not influence the energy minimization of equation ([2.28)). This is a big advantage, as
in practice the explicit calculation of Z is in general not feasible because of the big solution
space T.

Markov Random Fields used for Image Denoising: Markov random fields are undi-
rected graphical models which describe the interaction between random variables. The
joint probability of a MRF can be determined by help of a factor graph and appropriate
energy functions. If the random variables of the MRF are conditionally dependent on given
observations, this can be expressed using conditional random fields.

The Ising model is a basic Markov random field and was originally used by physicists to
model the interaction between atom spins. The model turned out to be useful for other binary
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problems too and was mentioned in the field of computer vision first in [GG84]. To clarify the
relation of factor graphs, energy minimization, Markov random fields and conditional random
fields, a simple example for the task of image denoising based on the Ising model is given.
We assume a binary image which is corrupted by salt and pepper noise. The graph-structure
of the MRF is the pixel grid of the image; every pixel is associated with a node and a
4-neighborhood is assumed. Every maximal clique ¢l consists of two adjacent pixels (nodes)
1, 7 and the factor of a clique is defined by equation (2.25). The random variables of the nodes
are in the binary case 0 and 1 and represent the pixel values of the image. The aim is to find a
configuration Y = y, which represents the original image the best. As we want to remove salt
and pepper noise, we need energy functions Ej(yar(;) which penalize configurations of cliques
where the associated variables of the involved nodes are unequal. A very simple version would
be a logical XOR function. Intuitively it could be expected that this model would remove the
noise, because single nodes with a value different to the surrounding area would be forced to
change their value to achieve a smooth area. The problem hereby is that an image which
does not have any transitions of different valued nodes would be associated with the smallest
energy and therefore with the maximum probability. The result would be either a totally
black or totally white image. To address this problem some conditions need to be added,
which leads to the conditional random field [Li95, Bel06).

Conditional Random Field: A conditional random field (CRE) is defined like a Markov
random field, with the extension that nodes can be conditioned by an observation X. This
means the probability distribution p(Y = y) turns into the conditional distribution p(Y =
y|X = x), where X = x denotes a certain instance of the observation. Equation ([2.23])
becomes [NL11]:

p(Y =yl X =2)=——— || 9ilune); Tne))s 2.29
( | ) Z(l‘)igr (YN (i)s T (4)) (2.29)

where z,r(;) denote the adjacent observation nodes of a factor node i. The normalizing
constant Z(x) is also depending on the observation and becomes [NL11]:

Z(x) = Z H Vi(YUni) TA () )- (2.30)

yeY ieF

An illustrative example of a conditional random field is given in Figure 2.11] Every node Y
of the previous described Markov random field is connected with one node of the observation.
In Figure 2.11] all X nodes are fix valued and represent the observation. This leads to two
different cliques in the graph. In a graph with a 4-neigborhood on the Y-level and one
observation node connected to each Y node, each maximal clique consists of two nodes. Type
1 cliques are formed of one Y node and one X node and model the dependency of the Y
nodes on the observation. Type 2 cliques are formed between Y nodes and model the relation
of neighborhood pixels. The factor of each clique is represented by factor nodes of the form
(12.25]).

Concerning the previous example of image denoising, the corrupted image is the observation
X. The configuration Y = y represents the reconstructed image. To find the solution ¥ = y*
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with the maximum probability we will use equation . We denote the sum of the energy
functions F;(yn(); Tar)) With E(Y = y|X = x), which shows that the overall energy depends
on the observation. For the two different type of factors two energy functions U;(y;, z;) and
PW; (i, y;) are defined:

EY =yl X =xz) = > Eilyng);ane) (2.31)
ieF
Y]

EY =ylX=2) = > Ulz)+ Y. PWii(yiy). (2.32)
i=0 {iYeNe(Y)

There, U;(y;, z;) is called unary term and defines the energy functions for the factors of cliques
of type 1 (see Figure . These functions model the compatibility of the random variables
y; and the observed variables z;. PW; ;(yi,y;) is called pairwise term and models the energy
between two adjacent nodes Y; and Y;. Ne(Y) indicates all present pairs of neighbors of
the Y-nodes and corresponds to the cliques of type 2 in Figure The energy given in
equation corresponds for the binary case to the Ising model [NL11l [Bel06, [SM10].

To determine the configuration with the maximum probability y*, which represents the
denoised image, equation ([2.28)) needs to be solved:

y* = argmaxp(Y = y|X = z) = argmin E(Y = y|X = ). (2.33)
yeT yeY

Parameterization: Equation shows a general form of an energy function that can be
represented by a conditional random field. To specify more precisely the unary and pairwise
terms and how they interact, learnable parameters can be added. These parameters are
presented as a W-dimensional parameter vector w € R and the energy E(Y = y|X = ) in
equation (2.32)) changes to E(Y = y|X = x;w) to denote the dependence on these parameters.
If a training set is available, the parameters of the model can be tuned automatically according
to this set. As parameter tuning is not used in this work, the process will not be described in
detail. For more information about parameterization see [NL11].

Graph Cut

In the previous chapter we showed how an energy function can be defined to formulate the
common problem of image denoising. In practice many problems in the field of computer
vision, like image segmentation or stereo matching as example, can be formulated as energy
minimization problems. Formula states that minimizing an appropriate energy function
leads to a desired solution, which is in general an optimization problem. Solving such
optimization problems is in general NP-hard. To find solutions in practice, particular
algorithmic properties need to be discarded. These properties include: generality, optimality,
worst-case complexity, integrality and determinism. Several algorithms exist to solve problems
by giving up one or more of the previous listed properties. For a detailed characterization of
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Figure 2.11: A CRF used for image denoising: The corrupted image is represented by the
observation X. The aim is to find a configuration for the Y-nodes, which
represents the original image (without noise) the best. Cliques of type 1 define
the relation between the given corrupted image and the reconstructed one.
Cliques of type 2 define the relation between adjacent pixel.

them with according algorithms see [NL11]. In this work the focus will be put on the graph
cut method, which is capable to minimize energies of the form , but optimality and
generality cannot be guaranteed at the same time. In the case of multilabel graph cuts even
both properties need to be discarded.

Binary Graph Cut: We assume an optimization task, where the problem can be formulated
as the minimization of an energy function. If the generality of this energy function is given
up for the restricted class of binary energy functions of the form:

Y1

EY =y|X =2)=) Ui(yi,z)+ >,  PWi;(yi,y5), (2.34)
i=0 {i.j}ENe(Y)

the energy can be minimized globally by use of the binary graph cut method. In equation
Ui() denotes unary factors and PW; ;() pairwise factors. Y denotes the set of random
variables and Y = y is a particular realization of it. Ne(Y') indicates all present pairs of
neighbors of the Y nodes. The resulting energy of the random variables Y is depending on
a condition X with a certain realization X = x. For the energy minimization problem an
optimal solution can be found if the unary term satisfies:

Uz(yz,xl) >0 Viey. (2.35)
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The pairwise term must satisfy:

PW; (yi, y;) = 0, if yi = yj, (2.36)
PWii(yi,yj) = PWij(yj, i) =20, otherwise. (2.37)

In practice the class of energy functions which fulfill these restrictions can be extended by
energy functions which are transformable to appropriate functions. For energy functions
with negative unary terms in their original representation, equation can be fulfilled by
adding a sufficiently large constant to every unary term. This will increase the overall energy,
but the configuration which causes the minimum energy does not change. For the restrictions
of the pairwise term similar transformations exist. In [KZ04] a characterization of energy
functions which can be minimized by graph cuts is given. For a binary energy function of
the form they show the theorem that the pairwise energy functions must be regular to
be representable and solveable by a graph. An energy function of the form is called
regular if the pairwise term PW; ;(y;,y;) satisfies for all {i,j} € Ne(Y):

PWZ‘J‘(O, O) + P‘/Vz‘,j(l, 1) < PWZ‘J(O, 1) + PWZ‘J‘(l, 0) (238)

In practice this means that the labeling of two adjacent pixels with the same value must
result in an equal or lower energy than the labeling with two different values.

To solve the energy minimization problem a graph as shown in Figure is constructed.
The Y nodes represent the random binary variables, which can be labeled with Y = 0 or
Y = 1. For every pairwise factor an edge between the according Y nodes with the edge weight
w;j = PW; ;(y;,y;) is inserted. An additional source node SRC and a sink node SNK is
added, which both are connected to every Y node. The weights of these edges are defined
by the unary term of the energy function. w; src defines the costs for ¥; = 1 and w; snk
for Y; = 0. A cut is defined as the set of edges, that causes the nodes SRC and SNK to
be separated if this set is removed. The cost of the cut equals the sum of the weights of
the involved edges. A minimum cut separates the source from the sink with the least costs.
To determine the configuration of the Y nodes which minimizes the energy, the minimum
cut needs to be found. Finding minimum cuts in graphs is a well studied field; a review is
given in [BK04] and they also propose a new algorithm for solving the minimum cut problem
especially in the field of computer vision. After the minimum cut is found and the according
edges removed, the label of each Y node depends whether it is connected to the SRC or
the SN K node. Nodes connected to the source get labeled with Y = 0, nodes connected to
the sink with Y = 1. In Figure the red dashed line shows the minimum cut. Figure
2.12(b)| shows the graph after the cut [NL11].

Multilabel Graph Cut: In the previous paragraph we showed that optimization problems
which can be formulated as an energy minimization problem can be solved optimally and
efficiently, if the energy function is regular and defined on binary variables. In practice many
problems exist which requires the use of multilabel variables. For example when segmenting
an image it is natural to divide the image into more than two disjoint regions. In [BVZ01]
efficient algorithms, namely swap- and expansion-algorithm, are proposed to solve discrete
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(a) Subgraph with minimum cut  (b) Resulting subgraph after minimum
cut

Figure 2.12: Figure (a) shows the constructed graph with binary Y nodes and additional
source and sink node. The dashed line shows the minimum cut and marks all
edges which will be removed. Figure (b) shows the graph after the minimum cut
is done. Nodes connected to the SRC node are labeled with 0, nodes connected
to the SNK node are labeled with 1. Image (a) is a modification from an image
in [NLII].

multilabel problems based on graph cuts, but unfortunately these algorithms cannot guarantee
an optimal solution. In addition the energy functions used have to fulfill certain criteria,
which leads again to a loss of generality. In practice the proposed algorithms in [BVZ01]
are very popular, because they are efficient and many practical tasks can be formulated as
appropriate energy functions. Also the provided local optimal solutions are often sufficient.
When a practical problem is formulated as a discrete optimization problem, it is in general
simplified. This leads to a difference between the original and the constructed model, which
is also known as model uncertainty. A consequence of this is that the optimal solution of the
optimization problem is not necessarily the optimal solution of the original one. Therefore it
is sufficient if the provided solution is within a known factor of the optimal solution, which is
fulfilled by the algorithms proposed in [BVZ0I].

The swap- and the expansion-algorithm [BVZ01] belong to the group of algorithms which
perform local search. They find a local optimal solution by iteratively improving the actual
solution step by step until no enhancement can be achieved anymore. The search domain
changes from step to step but it is restricted to the neighborhood of the actual solution,
which leads to a local optimum. Another local search method is Iterated Conditional Modes
(ICMJ), introduced in [Bes80]. is an algorithm which is based on a factor graph and
iteratively updates a solution by changing one variable at a time and keeping all others fixed.
The method is local optimal with respect to the neighborhood, which means in every step
the variable which causes the highest increases in the quality of the solution, is changed.
In [BVZ01] changing single variables at a time is referred to as standard move and large
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moves refer to a change of a sample of variables at a time. In general optimization methods
using standard moves are slower and they tend to produce worst solutions compared to
methods using larger moves. When using standard moves the search domain is smaller and
the algorithm converges to less dominant local optima [BVZ01].

The swap- and the expansion-algorithm proposed in [BVZ01] use large moves and efficiently
solve multilabel problems based on binary graph cuts. The restrictions for the use of them
will be described now in detail. Energy functions which can be approximately minimized
need to be of the form:

Y1

EY =ylX=2)=) Uly,z)+ >, PWi;iy)) (2.39)
i=0 {i,j}ENe(Y)

There, U;() denotes unary factors and PW; () pairwise factors. Y denotes the set of random
variables and Y = y is a particular realization of it. The variables can be assigned a label
in some finite set £. Ne(Y) indicates all present pairs of neighbors of the ¥ nodes. The
resulting energy of the random variables Y is depending on a condition X with a certain
realization X = z. The unary terms U;(y;, x;) can be arbitrary but nonnegative:

Uz(yz,:cl) >0 Viey. (2.40)

The pairwise terms must be either a metric or a semi-metric on the space of labels L.
PW; j(yi,y;) is called a metric if for any labels y;, y;, yx, € L it satisfies:

PWij(yiy;) = 0 wi=y;, (2.41)
PWij(yiy;) = PWis(yj,ui) 20, (2.42)
PWii(yisy;) < PWig(yi yk) + PWi (e, y5)- (2.43)

If PW; j(yi,y;) just statisfies (2.41) and (2.42) it is called a semi-metric. Both algorithms
iteratively improve their solution with respect to a local search domain.

a — B swap move: If the unary term of the energy function satisfies and the pairwise
term is a semi-metric, the swap-algorithm can be used to approximately minimize the energy.
We assume a set of variables Y and an actual labeling (certain configuration) of them. A
subset A C Y contains nodes labeled o or S and depends on the actual search domain. When
an a — 3 swap move is applied, the variables of set A are free to change their label either to
a or 3. Given an energy function and initial labeling of Y, the swap algorithm minimizes
the overall energy in every cycle by applying the optimal o — 3 swap with respect to the
actual search domain. If the energy cannot be decreased any further by any o — 5 swap, the
algorithm converges. In every cycle all pair of labels in £ are checked, but every a — 8 swap
includes just two labels, whereby these sub-problems can be efficiently solved by the binary
graph cut method introduced earlier. In Figure an illustrative example of an a — 3
swap is shown [BVZ01, NL11].
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ub;.h ;V ub;'h ?’

¥

(a) initial labeling (b) a — B swap (¢) a expansion

Figure 2.13: Figure (a) shows a fictive initial labeling. Figure (b) shows the result after a
swap move was applied. Figure (c) shows the result after an expansion move.

Images taken from [BVZ01].

a—ezxpansion move: If the pairwise energy term PW; ;() of is further restricted to
be a metric and the unary term satisfies , the expansion-algorithm can be used to
approximately minimize the energy. For the costs of a limited domain of energy functions
the expansion algorithm guarantees a solution within a known factor of the global optimal
solution. The algorithm minimizes the energy in every cycle by a-expansion moves. Given a
set of variables Y and an actual labeling of them, an a-expansion move refers to changing
the labels of all variables of a subset A C Y to a. The variables of set A can be labeled
with any label in £. The algorithm chooses in every cycle the optimal a—expansion move
with respect to the actual search domain to decrease the overall energy. Given the subset
A C Y, all variables in A either keep their actual label or change it to «. This binary problem
can be solved again efficiently via the binary graph cut method. To determine the optimal
a—expansion move the algorithm checks the moves for all labels in £. Figure [2.13(c)| shows
an illustrative example of an a— expansion move. Although it is a local search method, where
every move is restricted to a certain search domain, the final solution is guaranteed to be
within a known factor of the optimal solution. For further details see [BVZ01].

Discrete and Continuous Potts-Model:

The Potts-model is a generalization of the binary state Ising model (2.32), introduced
in Chapter to multiple states. If the energy function in (2.39)) is based on the Potts
model, it becomes:

Y|

EP(Y = y\X = .T) = Z Ui(yi,xi) + Z PWi’j . 5(yi, yj). (2.44)
=0 {i,j}eNe(Y)

There, Ep() denotes that it is an energy function based on the Potts model. The unary
factors U;() do not change, but the pairwise factors split into two parts. PW; ; denotes a
spatial weight factor, in practice often depending on the gradient of the image. §() is defined
as:
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0, ify =y
0(vi,yj) = 2.45
(i-v5) {1’ o g (2.45)

The definition of the pairwise term implies that discontinuities between any pair of labels are
penalized equally. It also implies that the energy in is highly influenced by the boundary
length between regions of different labels. A minimization of results practically in
an ensemble of piecewise constant label regions with shortest possible boundary lengths
with respect to all factors of the energy function. In case of image segmentation, PW; ; is
often depending on the gradient of the image and forces the boundaries of the regions to
be located on, or at least near, edges in the image. The discrete version of it can be solved
efficiently by the a-expansion moves introduced in [BVZ01]. If a 4-neighborhood is assumed
among the pixels, the solution suffers from metrication errors [KSK™08]. Practically, region
boundaries tend to proceed along the underlying grid structure. To improve the solution
a higher connected neighborhood can be assumed, but this results in a major increase of
needed memory and therefore makes this method practically unfeasible [KSK™08].

In [PCCB09] a convex relaxation of the Potts model which is formulated in a spatially
continuous setting is proposed. The spatially continuous energy has the form:

k k
Econt = Z PeT(Rl; Q) + Z /fl(y) dy7 (246)
1=0 I=0p,
k
such that | J R, =Q, RyNRy=0Va#b. (2.47)
=0

There, ) is a domain, for example an image, which should be partitioned into k + 1 pairwise
disjoint regions R. A region is defined as an area of connected elements with the same label.
Per(R;Q2) denotes the perimeter of region R, in the domain Q. The integral [p fi(y) dy is
used to model the unary factors. It denotes the entirety of non-negative weight functions f;()
of a region R;. The weight function for every element is depending on the assigned label. In
[PCCBO09] a primal dual algorithm is offered which can be paralyzed efficiently and therefore
provides a major speedup if appropriate hardware is used. The algorithm is based on a
Total Variation functional and therefore does not suffer from the metrication errors like the
discrete model. For more details see [PCCB09|. In Chapter [4] the performance of the ferns,
described in Chapter 2.2.T combined with both the discrete and the continuous Potts model
is compared.

2.3 Stochastic

The aim of this work is to provide a tool for specialists in the field of lithium-ion cells which
creates a statistical volume element out of one given image of a lithium-ion electrode. Such
electrodes consist of different materials which form particles of arbitrary shapes. For more
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details about the function of lithium-ion cells see Chapter To reconstruct a 3D volume
out of a single image some approximations about the shape of the particles need to be made.
We assume the particles are ellipsoids defined by their three semi-principal axes, their location
and the yaw angle which represents their rotation about the z-coordinate. After the different
materials in the image are segmented with help of the methods described in Chapter the
found particles are approximated with ellipses. The goal is to reconstruct ellipsoids based on
this distribution of ellipses.

This chapter reviews how in [Wall0] circles are reconstructed (radii and relative frequencies)
from a given distribution of cut lengths. In chapter these methods are expanded to
reconstruct ellipsoids out of a distribution of ellipses.

2.3.1 Reconstruction of Circles from Cut Length Distributions

We assume a 2D binary image consisting of circles with different radii. A one dimensional
cut is made through the image and all cut lengths are counted. The resulting distribution is
interpreted as the sum of weighted cut length density functions and the relative frequencies
and radii of the original circles are reconstructed. In this section the main steps are presented,
for more details see [Wall0]. First the derivation of the cut length density function is
explained. Then it is shown how the density function can be used to reconstruct the circles.
An implementation of the proposed algorithm in [Wall0] has been realised and the achieved
results are illustrated.

Derivation of Cut Length Probability Density

A unit circle in the Cartesian coordinate system is defined by:

22 % =1. (2.48)

The length of a cut in the y-coordinate direction is given by:

cut_lengthy(x) =2- V1 — 22, (2.49)

and varies in the range from 0.0 to 2.0. Therein, x denotes the position of the cut on the
x-coordinate. The possible cut positions are uniformly distributed over the x-coordinate.
These facts are illustrated in Figure The upper diagram shows the cut lengths of a unit
circle in y-direction, defined by equation , depending on the x-position. In the lower
diagram the uniform distribution density fx(z) for the cut position is given.

For easier formulation we introduce a random variable Y which represents the cut length.
A certain value for it is denoted by cut_length,. The cut length distribution function
Fy (cut_length,) (in [Wall0] denoted as ’'Kreisverteilungsfunktion’) is defined in the range
from cut_length, = 0.0 to 2.0 (unit circle, radius = 1.0) and denotes the probability that
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Figure 2.14: The upper diagram shows the resulting cut length from a cut performed normal
on the x-axis; depending on the cut position on the x-axis. The lower diagram
shows the uniform distribution density for the cut position. Image taken from

[Wall0].
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Figure 2.15: The diagram shows the cut length distribution function of a unit circle. The
function value Fy (cut length,) denotes the probability that a cut of the circle
results in a cut length of cut length, or less. Image taken from [Wall0)].

a uniformly distributed cut performed on the original circle has a length of cut_length, or
less:

Fy (cut_lengthy) = P(Y < cut_lengthy) =1— P(Y > cut_length,). (2.50)

Given a certain cut length, the straightforward reformulation of equation (2.49)) results in two
possible cut positions 1, 2 on the x-axis (upper diagram of Figure[2.14). P(Y > cut_length,)
is then defined as the area under fx(z) between x1 and zo (lower diagram of Figure [2.14)):

Fy(cut_lengthy) = 1—P(Y > cut_lengthy) (2.51)
@

Fy (cut_length,) = 17/]‘}((:13) dz (2.52)
1

(2.53)

cut__length, > 2
2

Fy(cut_length,) = 1-— \/1 - (
The graph of Fy (cut_length,) is shown in Figure [2.15]

The cut length density function is defined as the derivative of the cut length distribution
function Fy (cut_length,). As for this work the cut lengths are in a discrete form, the density
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Figure 2.16: A discrete cut length density function of the unit circle with 10 bins.

function also needs to be discretised. Figure shows a discrete cut length density function
of the unit circle with 10 bins.

The extension to the general case of a circle with radius r is straightforward and equation

(2.53) becomes:

cut_length, ) 2 (2.54)

Fy (cut_lengthy) =1 — \/1 - < 5,

Reconstruction of Circles

We assume a binary image consisting of circles of different size. A one dimensional cut
through the image gives various cut lengths which are binned into a histogram. This discrete
distribution can be interpreted as a weighted mixture of the cut length densities of the original
circles of the image. For the reconstruction algorithm a help function needs to be defined
which calculates the discrete cut length density for a given radius. Algorithm [I] shows the
help function and algorithm [2] the reconstruction algorithm in pseudocode.

Algorithm 1 Generating the cut length density

Function: generate cut_length density(radius r)

Description: Generates the discrete cut length density based on equation for a
circle of radius r.

Parameter: r: radius of circle

Returns: vector representing the cut length density (a plot of such a vector is shown in

Figure [2.16)

Description of algorithm [2] - reconstruction of circles: The indices of the mixture vector muv
represent the discretised cut lengths. Starting from the longest cut it is checked for every cut
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Algorithm 2 Reconstruct circles from a cut length distribution
Variables:
Input: muo: mixture vector; representing the histogram of cut lengths
Output: rel_ f: vector containing the relative frequencies of the reconstructed circles
rec_ r: radii of the reconstructed circles

Algorithm:
for cut_len = mv.end to 1 do
if muv(cut_len) > threshold then
determine density of cut length with radius cut_len/2:
act__dens = generate__cut_length_density(cut_len/2)
- save relative frequency f = muv(cut_len)/act_dens.end in rel__f
- save cut_len/2 in rec_r
- remove reconstructed density: mv = mv — f - act__dens
end if
end for
- normalize relative frequencies to: sum(rel f) =1

length if its frequency is higher than a certain threshold. The threshold affects the amount of
the reconstructed circles and is adjustable by the user. If the frequency of a cut length cut_len
is significant enough, a circle with radius half of the cut length is found. The according cut
length density is calculated via the help function generate cut length density(r) and saved
as vector act_dens. In Figure the plot of such a vector is shown. To determine the
relative frequency of the found circle, the frequency of the actual cut length cut_len in the
mixture vector mv needs to be divided by the discrete density value indexed by cut_len
(vector act__dens). After the relative frequency and the radius of the reconstructed circle are
saved, the according cut length density of the reconstructed circle needs to be removed from
the mixture vector weighted by the relative frequency. The last step is the normalization of
the relative frequencies.

The algorithm was implemented to test its functionality. For the experiment 2000 circles with
radii of 9,24, 25 and 30 with different relative frequencies were cut at a random position. The
resulting histogram of the cut lengths is shown in Figure Given this distribution the
algorithm was executed and the results are listed in Table The algorithm was capable to
reconstruct all radii present in the original distribution. The reconstructed relative frequencies
are within a small range around the original ones. As this experiment should just proof that
the algorithm is working, no further investigation of the error rate was done. In Chapter
this method will be expanded to reconstruct ellipsoids from a distribution of ellipses.

2.4 Geometry Reconstruction

Based on the approximated ellipses of the segmentation result, ellipsoids are derived via the
algorithm described in Each ellipsoid is defined via its size and relative frequency, but
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Figure 2.17: Histogram of cut lengths: Circles with radii 9, 24, 25 and 30 were cut at random
positions. The colors indicate the ratio of every group of circles for the respective
bars.

Radius | Relative Frequency
Original: 9 0,125
24 0,250
25 0,500
30 0,125
Reconstructed: 9 0,106
24 0,257
25 0,509
30 0,128

Table 2.1: Example of radii reconstruction: The table shows the radii and the according
relative frequencies of the original and the reconstructed distribution. The unit of
the radii is irrelevant, as it depends on the interpretation of the user.
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to model lithium-ion electrodes a discrete 3D volume is needed. This chapter describes how
such ellipsoids are arranged in a certain volume element based on [Wall0].

2.4.1 Absolute Frequency

The statistical analysis described in gives the sizes and relative frequencies of ellipsoids,
which should be placed randomly in a 3D volume. This 3D volume is realized as a cube and
the user defines its size. The relative frequency of an ellipsoid is denoted by h; its size is
defined by its semi-principal axes a, b, c. The volume V,j; of an ellipsoid is calculated via:

4
Vell:§-7r-a-b-c. (2.55)
The user defined overall volume size is denoted by V,;. The manufacturers of the lithium-
ion cells provide the relative frequencies of the different materials in the cells. With the

relative frequency fucrive Of the active material, the overall volume Vs of active materials is
calculated via:

VAM - fzzctz've : Vall- (256)
The sum of all n ellipsoid volumes must be equal to the overall active material volume:
n
Vav =Y Hi - Vey,. (2.57)
i=1

There, Vg is calculated via equation (2.55)) and H denotes the absolute frequency of a
certain ellipsoid size. The absolute frequency H can be calculated by multiplying the relative
frequency h with a factor k:

H=%Fk-h. (2.58)
Equation ([2.57) becomes:
Vam =k - Z hi - Veu,. (2.59)
i=1
The factor k is then determined by:
Vam
k= m——, 2.60
>ie1 hi - Ve, (2.60)

and the absolute frequencies can be calculated for every ellipsoid by equation ([2.58)) [Wall0].
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2.4.2 Arrange Ellipsoids in Volume

Chapter showed how the absolute frequencies of ellipsoids for a given volume size
are derived from their relative frequencies. These ellipsoids need to be placed randomly in
the volume with small overlaps. For the special purpose of reconstructing the lithium-ion
electrode geometry it is important that all reconstructed particles are connected. Beside the
fact that the simulation tools which are used to model the cell need a connected structure, the
overlapping ellipsoids create arbitrary shaped particles instead of separated perfect ellipsoids.
For arranging the ellipsoids an algorithm introduced in [Wall0] is used.

We assume a user defined cubic volume and a list of ellipsoids which should be placed in
this volume. The ellipsoids where determined with the algorithms described in this work
and are defined by their size (semi-principal axes lengths) and a rotation angle around the
y-coordinate of a Cartesian coordinate system. For further details about how the rotation
angle is determined see chapter [£.3] To create the discrete 3D structure all ellipsoids are
inserted in the volume and rearranged to achieve just small overlaps.

An ellipsoid in canonical form in the Cartesian coordinate system is defined by:

=4+ =1 2.61
.- (261)

There, a, b, c are the semi-principal axes which align with the coordinate directions and the
ellipsoid is centered at the origin. A line through the origin can be defined by a direction
vector d (defined by d,, d, and d,) multiplied by a scalar:

T dy
y | =A-| dy (2.62)
z d,

The intersection points of the line with the ellipsoid are determined by combining equations
(2.61) and (2.62) and solving it for the parameter \:

N2 Ny \2d?
+ +

= > 5 =1 (2.63)
1
ALQ - j: m (264)
dTEtd

The intersections points pi and p3 are then determined by:

g
D
ot
=

pr = Ai-d
o= Xo-d (2.66)
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The lengths of these vectors are the distances from the origin to the hull of the ellipsoid in
direction of J: respectively -d. As the ellipsoid is in canonical form and the line crosses the
origin, both vectors have the same length. This method of determining the dimension of an
ellipsoid in a certain direction can also be used if the ellipsoid is rotated but still centered at
the origin. In this case the ellipsoid is assumed to be in canonical form and the direction
vector cf, and respectively the according line, is rotated in the opposite direction. Then the
dimension of the rotated ellipsoid in the direction of d can again be determined with the
described method [Wall0].

We assume a given cubic volume and a list of ellipsoids, which are defined by their sizes and
rotations. At first the ellipsoids are placed randomly in the volume, without checking for
overlaps. Then all the ellipsoids are rearranged within the volume in such a way that the
overlapping volume is small compared to the ellipsoid volume. The pseudocode of the used
algorithm is given in algorithm (3| [Wall10].

Description of algorithm [3] - rearranging ellipsoids: The input of the algorithm is a list of
ellipsoids l¢;; which are randomly placed within a defined volume size Vy;,,. At first a list of
vectors lmove is defined, which holds for every ellipsoid an according movement vector. Then
every ellipsoid in [y is checked against all subsequent ellipsoids in the list. For every pair
of ellipsoids it is checked if the distance dist. between the two centers of these ellipsoids is
smaller than the sum dist,., of the dimensions of these ellipsoids in direction of the opposite
center. If this is the case, the ellipsoids need to be moved apart. The moving distance is
split among the two ellipsoids inversely proportional to their volume. This will cause small
ellipsoids which are within bigger ones to move further and bigger ones to tend to stay in
place, except they intersect with an ellipsoid of their size. All movements are summed up in
the list of movement vectors lyove. After a whole cycle the ellipsoids are moved according
to the determined vectors, if the resulting position is still within the fixed volume size. The
algorithm is repeated for number_of_runs times, lowering the overlapped volume within
every cycle.

The algorithm is capable of separating two spheres, but if it is applied to rotated ellipsoids
configurations exist where the ellipsoids will still overlap after the movement step. In such
a case the overlapping volume is small compared to the ellipsoid volumes which results in
an arbitrary shaped form where the original ellipsoids are still existent. For reconstructing
the lithium-ion cell microstructure this behavior is desirable, that is why this algorithm was
chosen to create the discrete volume. An illustrative example for 2D shapes is given in Figure

AR
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Algorithm 3 Rearranging ellipsoids in 3D volume
Variables:
Input:  Viyim: size (x, y, z direction) of cubic volume
Ly list of ellipsoids (size, position and rotation)
number__of__runs: determines how often the algorithm is repeated
Output: lo;: new positions of ellipsoids in the volume

Algorithm:
- create list Lope of movement vectors of size(l¢y;)
for runs = 1 to number_of_runs do
for every ellipsoid ey in l.;; do
¢1 = center of ey
for every ellipsoid eg in I, where index(ez) > index(e;) do
- ¢ = center of e
- determine dist. = distance between ¢i and ¢
- determine direction vector d = ¢y —
- determine dimension of e from ¢ in direction of d as disty
- determine dimension of e from ¢35 in direction of -d as disty
- determine required distance between centers: dist,eq = dist; + disto
if dist. < dist,eq then
- distmove = distyeq — dist,
- split distove in dist,,1 and dist,, inversely proportional to the volumes
of e; and es
- scale d to the length dist,,; and add it to the according movement vector
of e1 in Lyove
- scale -d to the length dist,,2 and add it to the according movement vector
of es in Lyove
end if
end for
end for
for every position ]ﬁ in lg; do
if p_0§ + according movement vector in Ly is inside of Vg, then
- move e] according to movement vector in l,ope
end if
end for
end for
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(1)

Figure 2.18: Hlustration of the rearranging algorithm for a 2D example: C; and C5 denotes
the centers of the shapes. d is the direction vector. Case 1 shows the separation
of 2 circles. They will be moved on the connection line (dashed) of the two
centers, which results in two non overlapping circles. Case 2 shows the result
of the algorithm applied to a circle and a rotated ellipse. After the movement
step the two shapes show a small overlapping area, but both original shapes are
recognizable. The algorithm moved the shapes in such a way that they do not
overlap on the connection line.



3 Problem Specific Work and Modifications

This chapter shows implementation details, modifications and expansions of the related work.
At first the whole system is described to give a proper overview about the included work
steps. Then the sub sections are described in more detail.

The aim of this work is to provide a tool for specialists in the field of lithium-ion cells
which creates a statistical volume element out of one given image of the inner structure of a
lithium-ion electrode. Such electrodes consist of different materials which form particles of
arbitrary shapes. For more details about the function of lithium-ion cells see Chapter
At first the different materials of the electrode need to be classified. For this the concept of
ferns, described in Chapter is used. In chapter the modifications according to the
original version of ferns proposed in [OCLE10] are described. The ferns provide a probability
distribution over possible labels for each pixel in the image. This result is used as the base
for the segmentation via the graph cut algorithms proposed in [BVZ01, BK04, [KZ04]. To
reconstruct a 3D volume out of a single image some approximations about the shape of the
particles need to be made. We assume the particles are ellipsoids, defined by their three
semi-principal axes a, b, ¢, their location and the yaw angle which represents their rotation
about the z-coordinate. We also assume that the semi-principal axis ¢ equals the longest
of the remaining axes. A horizontal cut is done through the 3D volume which results in an
image showing ellipses of different size and rotations. As the particles are in fact no ellipsoids,
the segmented image does not show ellipses. The arbitrary shaped segments need to be
approximated by ellipses. The algorithm used for this purpose is described in chapter
These ellipses are defined by their major- and minor axis, their rotation in the image and
their location; but the location is not needed for further processing. Chapter of the
related work section shows how circles can be reconstructed (radii and relative frequencies)
out of a given cut length distribution. In Chapter the described methods of are
expanded to reconstruct ellipsoids out of the given distribution of the approximated ellipses.
The last step is to fill a 3D volume with the determined ellipsoids. The used method for this
is described in Chapter [4.3] shows all intermediate results of the reconstruction work
flow.

3.1 Computer Vision

3.1.1 Fern Implementation

To realize the classification task the concept of ferns was chosen. The user sets some seed
points which should mark the specific characteristic of the according material. Based on

42
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these scribbles the ferns are trained and for the whole image a probability distribution over
all possible labels is determined. The theory of ferns is given in Chapter [2.2.1] and the
implementation follows these descriptions. In [OCLE10] ferns are proposed as a new method
for keypoint recognition. In this work we solve a classification task based on them. To
get reasonable results some modifications need to be realized. In the following part of this
paragraph just these modifications are described.

General System

The classes to segment are given by the different materials present in the image. For every
seed point a patch is extracted around it which represents an instance of the certain class.
After the ferns are trained on these instances, a patch is extracted for every pixel to classify
the rest of the image. Border-pixels at which no full patch can be extracted are not classified.
The subsequent segmentation based on the Potts model can handle unclassified pixels as well.
The final system includes 30 ferns of size 10 and uses a patch of size 7 x 7. In Chapter [4.1]
the experimental results are listed which led to these settings.

Feature Channels

In [OCLF10] it is proposed that just the gray level intensity of an image is sufficient as
feature channel to obtain robust keypoint recognition. Our experiments showed that for
image classification better results can be obtained if more feature channels are used. The
scanning-electron-microscopy images, representing the focus of this work, are gray scaled and
the materials differ mainly in their structure. Therefore a wider range of feature channels is
investigated. The investigated feature channels include: the gray value intensity, the first
and second order derivatives in both coordinate directions and histogram of oriented gradient
(HOG) features with 9 bins. For a detailed description see Table These features have
been filtered with a 3 x 3 minimum- and a 3 x 3 maximum-filter, which leads to a total of
30 feature channels. In Figure [3.1] illustrative examples of these feature channels are given.
For better legibility just 8 channels are displayed and the images are contrast enhanced.
The images show the original patch and the magnitudes of the first order derivatives and
of 5 HOG-features, which were randomly selected. All images show the same patch of a
Cé6-electrode sample image. To determine the best of them for the special purpose of material
segmentation of lithium-ion electrodes, at first the performance of every single feature channel
on the test images was determined. Based on these results we combined certain feature
channels and compared the performance among them. The experimental results are listed in
Our findings showed that the HOG-like features do not offer an increase in performance
compared to the derivatives. The reason for this is that the different material structure
does not show significant oriented gradients (see Figure . The vertical artifacts in the
images originate from the focus ion beam milling method which is used to slice the electrodes.
Because of these the HOG-features with bin-centers close to the x-coordinate direction (420°,
0° and —20°) perform even significant worse compared to the others. For detail results see

Chapter
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Acronym | Meaning

I Gray value intensity

Ix Magnitude of first order derivative in direction of x-coordinate
Iy Magnitude of first order derivative in direction of y-coordinate
Ixx Magnitude of second order derivative in direction of x-coordinate
Iyy Magnitude of second order derivative in direction of y-coordinate

Ixy Magnitude of gradient
Bins of histogram of oriented gradient:
HOG1 Bin-center: 80°
HOG2 Bin-center: 60°
HOG3 Bin-center: 40°
HOG4 Bin-center: 20°
HOG5 Bin-center: 0°

HOG6 | Bin-center: -20°
HOG7 | Bin-center: -40°
HOGS8 | Bin-center: -60°
HOGY9 | Bin-center: -80°

Table 3.1: Description of feature channels and acronyms used in Figure

The combination of the derivatives to determine the smoothness of the cutting surface, the
gradient, and the gray value intensity lead to the best results. The correlations between them
are modeled implicitly by the ferns. Chapter shows that these feature channels are
also suitable for classification tasks performed on natural images. With this settings and
a subsequent segmentation based on graph cuts, the results obtained are within the range
of other modern segmentation methods, like proposed in [Sanl0]. For detailed results see

Chapter

Binary Tests

Ferns use binary tests which are combined in a fixed sequence to form a vector. These tests
are applied to the extracted patches and the resulting binary numbers characterize each patch.
Arbitrary tests can be used as long as the output is binary, but for performance reasons they
should be simple and efficient to implement. In the original version of [OCLE10] just one
kind of binary test f was used, a compare of two pixel values:

1, if Int(py) < Int(p,)
f= : (3.1)
0, otherwise.
There, p; and p, are two randomly chosen pixel locations within each patch. Int(p,)
represents the intensity value of the location p;. Table of the experimental results section
shows that especially for the NCA lithium-ion electrodes the results obtained by using this
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Orlgmal image patch ) First order derivative in x-direction
- -
) First order derivative in y-direction ) HOG-feature, bin-center: 80°
- -
) HOG-feature, bin-center: 60° ) HOG-feature, bin-center: 0°
- -
) HOG-feature, bin-center: -20° ) HOG-feature, bin-center: -40°

Figure 3.1: Samples of 3 x 3 maximum filtered feature patches for a C6-electrode. For a
detailed description see the according text.
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binary test are just slightly better than random guessing (average recall score: 0.57). For the
classification task it is necessary to use more advanced tests which should be still efficient to
implement. The following four tests fi,... fs are used in this work:

1, if V(p;) > thres
= 3.2

f {0, otherwise. (3:2)
1, if (V -V > thres
0, otherwise.
1, if (V +V > thres

fy = ( (p.l) (p2)) (3.4)
0, otherwise.
1, if abs(V -V > thres

£y = ( . (p1) (P2)) (3.5)
0, otherwise.

There, p; and p, are the two randomly chosen pixel locations within each patch. V(p)
represents the value at location p of the feature channel where the test is applied to. thres is
a randomly chosen threshold value within the range of the minimum and maximum values
for this test, determined on all training samples. The results obtained using these tests are
significantly better than with the simple binary test proposed in the original fern version of
[OCLFT0]. For details see Chapter [4.1.1]

3.1.2 Ellipse Fitting

To reconstruct a statistically identical 3D microstructure of a lithium-ion electrode based
on just one image, either strong knowledge about the original 3D structure is needed or
approximations need to be made. The different materials in an electrode form particles of
arbitrary shapes, which we assume to be ellipsoids. To create more complex forms in the
reconstructed volume, these ellipsoids are grouped to ensembles, touching each other. The
relative frequencies and sizes of the ellipsoids are determined based on an ellipse distribution.
For details see Chapter . Therefore the segmented material needs to be approximated
by ellipses. Parameter based methods like the Hough-transform [Bal81] are not suitable
for this problem, because arbitrary shapes need to be approximated by ellipses. In this
chapter a specialized algorithm for ellipse fitting is introduced, which exploits the given strong
knowledge about the problem domain.

Ellipse Fitting Algorithm

The input for the algorithm is a binary mask, which defines foreground and background. The
target is to split the foreground into single areas and approximate them with ellipses. The
foreground consists of particles which touch each other in various ways. The shape of each
particle is arbitrary; the touching area ranges from small connections up to the size of the
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main axis of the particle. Often free space is enclosed within particles, which also need to be
detected. Algorithm [ shows the pseudocode for the ellipse fitting.

Algorithm 4 Ellipse fitting
Variables:
Input: mask__fg: foreground mask
Output: list_el: saves all found ellipses

Algorithm:
while mask__fg contains foreground pixels do
- find contours of foreground
for every contour do
- find ellipse that approximates contour best
- calculate ellipse-similarity-factor ESF
- calculate area-approximation-error AAE
if ESF > ESF min and AAE < AAE max then
- save ellipse in list_ el
- delete actual contour from mask_ fg
else
- find and do best cut on actual contour
end if
end for
end while

Description of algorithm [4] - ellipse fitting: The foreground mask is divided into connected
parts and the contour of each part is determined. For every contour an ellipse is created which
fits the contour best in a least-squares sense. To determine if the fitted ellipse approximates
the area under the contour well enough according to the user settings, the ellipse-similarity-
factor ESF and the area-approximation-error AAF are defined. If both parameters fulfill
the user requirements the ellipse is saved and the contour which is approximated by it is
deleted from the mask. If one of the parameters is not in the required range it means the
contour cannot be approximated with one single ellipse and needs to be cut.

Ellipse-Similarity-Factor: If an ellipse is fitted to an arbitrary contour in a least-square sense
it always yields a result. Therefore the [ESF is introduced to determine if the contour shape
is similar to an ellipse. The factor equals the cross-ratio of the area-to-perimeter ratio of the
contour and the ellipse. The area of the ellipse is calculated via equation , at which a and
b are the ellipse’s semi-major and semi-minor axes. The perimeter is calculated via Euler’s
approximation function given in equation . For the contour parameters perimeterco,
and aredacq, the build-in functions of the OpenCV-Library are used. The calculation of the
is shown in equations - (3-10). During the process of splitting the foreground into
ellipses all chosen ellipses need to have an [ESE] bigger than a given minimum value. This
minimum value is highly depending on the particular problem, therefore no evaluation for it
will be proposed. In practice it is realized as an adjustable parameter.
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areae; = m-a-b; (3.6)

perimetere; =7 - 1/2 - (a? + b?) (3.7)
ellipsea—p—ratio = ]#Ztgm (3.8)
CONLOUT g —p—ratio = I#Z;Z;am (3.9)

ESF — min(ellipseq—p—ratio, CONLOUT 4 —p—ratio) (3.10)

maz(ellipseq—p—ratio, CONtOUT q—p—ratio)

Area-Approzimation-Error: The [ESF detects contours which do not have an elliptic shape,
but in Figure [3.2] an example is given where the ESF is not enough to detect the bad
approximation. When the contour of a connected part is extracted just the outer contour is
taken into account. Embedded holes are not detected, although the approximation is not
acceptable in that case. To detect these kinds of bad approximations the area-approximation-
error (AAE) is introduced. It is defined in equation as the ratio of the not overlapping
area to the contour area. Figure shows the graphical interpretation. Every accepted
contour-ellipse pair has to have an [AAF] smaller than a maximum value. This maximum
value is an adjustable parameter and has to be set by the user for every particular problem.
As it is highly depending on the particular problem, no evaluation for it is given.

areaq; XOR areaco,

AAE = (3.11)
aredeon
Figure 3.2: The outer contour is ap- Figure 3.3: Definition of the AAE:
proximated by the red el- Ratio of the not over-
lipse. The ESF is not lapping area, marked in
capable to detect bad red, to the total area of
approximation caused by the contour, marked with

the enclosed hole. stripes.
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BP

Figure 3.4: Illustration of a convexity defect. The features are: DP, Depth-Point; IP,
Intersection-Point; SP, Start-Point; EP, End-Point; BP, Border-Points (all
points between the SP and the EP); D, Depth of the defect.

Cutting FEllipses: If a contour cannot be approximated well enough by an ellipse, which means
its AAE is higher than the user set threshold or its ESF is lower than the according user set
threshold, it needs to be cut. This gives two new particles which have a lower AAE than
the original one. In the Experimental Results section in chapter [4.1.4] an investigation of
this is given. For the proposed cutting algorithm the existent strong knowledge about the
problem domain is exploited. A part which should be cut is assumed to consist of two or
more single particles, where every particle for its own can be approximated by an ellipse.
Before the cutting algorithm is explained the term convexity defect needs to be defined.

Convexity Defect: Given an arbitrary shape and its convex hull, regions where the convex
hull does not align with the border of the shape are called convexity defects. In this work
a convexity defect is defined by its depth, border-points of the defect, and an additional
start-, end-, depth- and intersect-point. Figure illustrates these features graphically. To
extract these features build-in functions of the OpenCV-Library are used and expanded for
this particular purpose.

The cutting algorithm is applied to every particle which cannot be approximated well enough
by one ellipse according to the user regulations. The pseudocode is given in algorithm

According to our problem domain, a deep convexity defect indicates possible good cuts to
separate two particles. If the particles are of an easy shape, the best cut directions leads from
the intersect-point to the depth-point. Because of the definition of the convexity defect, the
direct line between these points could intersect with the particle. In that case the cut-line
needs to be moved to get the best possible cut direction. Possible directions lead from any
point of the convex hull between the start- and end-point to the depth-point. The best cut
direction is defined as the cut-line which intersects the least with the particle. Figure [3.5]
shows two particles with its best cutting lines. In Figure the dashed arrow shows the
initial cut direction from the intersection-point to the depth-point. Before the cut is finally
done, an isosceles triangular area with the depth-point as corner and a given opening angle
is checked for the best cut. This means all possible directions within this triangular are
taken into account and the one with the shortest cut length is chosen. In Figure the
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Algorithm 5 Cutting particles
Variables:
Input: act_contour: contour of particle which should be cut

Algorithm:
- find deepest convexity defect of act_ contour
- set cut-line = intersect_ point — depth_ point
if cut-line intersects with contour then
for every border_ point do
- set cut-line = border_ point — depth_ point
end for
- select cut-line which intersects least with contour
end if
- check opening angle for best cut
- do the cut

solid arrow indicates the resulting cutting direction. In Figure the direct line from
the intersection-point to the depth-point crosses the particle, which indicates that the cut
direction might not be the best. The cutting line is moved to a position where it intersects
with the particle the least. The original position is indicated by the dashed arrow. The solid
arrow shows the resulting cutting direction after adjustment.

3.2 Stochastic

In Chapter of the related work section it is shown how the radii and the relative
frequencies of circles can be reconstructed from a histogram of cut lengths. In [Wall0] this
method is the base to reconstruct ellipsoids out of a binary image which shows ellipse like
contours. The main idea is to perform a cut at every pixel position on the x- and y-axes and
combine the detected cut lengths.

In this work the segmented materials in the images are already approximated by ellipses.
This means the proposed reconstruction algorithm for ellipsoids in [Wall0] is not suitable.
This chapter shows how the findings in [Wall0] can be expanded to the 2D case and how
the size and the relative frequencies of ellipsoids are reconstructed based on a histogram of
ellipses.

3.2.1 Reconstruction of Ellipsoids from Ellipse Distributions

We assume a 3D volume which contains ellipsoids with certain restrictions. The ellipsoids are
defined by their three semi-principal axes a, b, ¢, their location and their rotation about the
z-coordinate. No rotation about the x- or y-coordinate is allowed. We also assume that the
semi-principal axis ¢ equals the longest of the remaining semi-principal axes. A horizontal
cut through this volume is done which results in an image showing different sized ellipses
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(a) Easy separation (b) Advanced separation

Figure 3.5: Figure (a) and (b) show two common constellations of touching particles. In the
figures the intersect-point I P, the depth-point D P, the initial cutting direction as
dashed arrow and the final cutting direction as solid arrow are shown. A detailed
explanation is given in the text.

with rotations. Based on these ellipses in the image the original distribution of ellipsoids,
consisting of their size and relative frequencies, should be reconstructed. The positions of the
ellipses can be discarded, because the reconstructed ellipsoids will be placed randomly in a
certain volume element. The distribution of the rotation angles of the ellipses is determined
separately and for the final reconstruction of the volume element combined with the associated
ellipsoids. To determine the sizes and relative frequencies of the original ellipsoids just the
dimensions of the ellipses are needed. The 2D histogram of the ellipse dimensions can be
interpreted as the weighted sum of the ellipse density functions of the original ellipsoids. An
example of such a histogram is given in Figure [3.6] The next section shows the derivation of
the ellipse density function and how the ellipsoids are reconstructed.

Derivation of Ellipse Probability Density

An ellipse in canonical form in the Cartesian coordinate system is defined by:

LI T (3.12)

There, a and b denote the semi-major and semi-minor axis of the ellipse. In canonical form,
a aligns with the x-coordinate and b with the y-coordinate; it must hold that a > b. It
is obvious that a circle is a special form of an ellipse (see equation (2.48))). Therefore the
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Figure 3.6: 2D histogram of ellipse distribution: Three ellipsoids have been cut at random
positions. The sizes of their semi-principal axes a, b, ¢ are: 30.0, 5.0, 30.0; 35.0,
15.0, 35.0 and 18.0, 14.0., 18.0.
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Figure 3.7: A discrete cut length density function of the unit circle with 10 bins.

findings of Chapter will be used to generate an ellipse density matrix, which represents
the 2D analog of the discrete cut length density vector. For convenience the discrete cut
length density vector of Chapter is shown again in Figure (3.7

The length of a cut in y-coordinate direction becomes:

cut_lengthy(x) =2- <1 - ) b2 (3.13)

The cut length in y-coordinate direction varies from 0.0 to 2b and x denotes the position of
the cut on the x-coordinate. The possible cut positions are uniformly distributed over the
x-coordinate. This leads to a uniform distribution density fx(z):

fx (@) (3.14)

1
2.4
Figure shows an ellipse, the resulting cut length distribution cut_length,(x) and the
uniform distribution density fx(z).

Similar to Chapter we introduce a random variable Y which represents the cut length
in y-coordinate direction. A certain value for it is denoted by cut length,. The cut length
distribution function Fy (cut_length,) is now defined in the range from cut_length, = 0.0
to 2b and denotes the probability that a uniformly over the x-coordinate distributed cut has
a length of cut_length, or less. A given cut_length, results according to equation in
two possible positions x1, 2 on the x-coordinate:
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Elipse

ath ()

cut_len,

Figure 3.8: The upper diagram shows an ellipse with ¢ = 3.0 and b = 2.0. The middle
diagram shows the resulting cut length in y-coordinate direction depending on the
cut position on x. In the lower diagram the uniform distribution density fx(z) is
shown.

y \2
== 11— — -a?. 1
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Using equation ([2.50) of Chapter

Fy (cut_lengthy) = P(Y < cut_lengthy) =1 — P(Y > cut_length,), (3.16)

and 1,z from equation (3.15) as limits for equation (3.14), Fy (cut_length,) becomes:

Fy(cut_lengthy,) = P(Y > cut_lengthy) (3.17)

Fy(cut_lengthy,) = 1—/fX (3.18)

cut lengthy>2 (3.19)

Fy(cut_length,) = 1-— \/1 - ( *2 5

Fy (cut_length,) denotes the probability that a cut performed on the ellipse normal to the
x-coordinate has a length of cut_length, or less. It is noticeable that equation (3.19) has the
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same form as the cut length distribution function of a general circle (2.54). The derivation of
Fx(cut_length,) is straightforward and yields:

cut__length, ) 2

. (3.20)

Fx(cut_lengthy) =1 — \/1 — (

There, X is a random variable which represents the cut length in direction of the x-coordinate
and cut__length, represents a certain value for it. Fx(cut_length,) is defined in the range
from cut_length, = 0.0 to 2a and represents the possibility that a cut performed normal to
the y-coordinate has a length of cut_ length, or less.

The derivation of Fy (cut_length,) and Fx(cut_length,) gives the cut length density func-
tions for both coordinate directions, denoted by:

fz(cut_length,) = Fi(cut_length,) (3.21)
fy(cut_length,) = Fy (cut lengthy) (3.22)

As the cut lengths are in a discrete form, the density functions also need to be discretised.
In Figure such a discretised density function is shown as a vector of 10 elements. For
further explanations we assume f;() and f,() to be vectors and representing the discrete
density functions of the cut lengths in x- and y-coordinate direction. To create the ellipse
density matrix, which is the 2D analog of a cut length density vector (Figure , f=() and
fy() need to be combined. The ideal ellipse density matrix has a size of 2a x 2b, which equals
the lengths of the according density vectors f;() and fy(), and consists of zeros except on the
main diagonal. It is straightforward to prove that an ellipse density matrix has to have this
shape if it originates from an ellipsoid according to the regulations set and all cuts are done
horizontal. An example of an ideal ellipse density matrix is shown in Figure The main
diagonal values are a product of the according relative frequencies of the density vectors. In
an experimental way this matrix can be produced if an ellipsoid in canonical form defined
by a, b, c, with a > b, c = a, is intersected by a horizontal plane several times. The position
of the plane on the z-axis is normally distributed over the height of the ellipsoid. The 2D
histogram of the resulting combinations of the major and minor axes of the produced ellipses
is an ideal ellipse density matrix. Because of the discretisation of the main diagonal and the
whole ellipse distribution (see Figure as example) the ideal ellipse density matrix cannot
be used for the reconstruction of the ellipsoids. Values near the main diagonal also need to
be determined to model discretisation uncertainties. At first a so called full ellipse density
matrix of size of the ideal ellipse density matrix is created. Each element is calculated via
the multiplication of the according values of the cut length density vectors. An example of a
full ellipse density matrix is shown in Figure As we assume the cuts to be horizontal,
and the ellipsoids in an upright position, elements with a big distance to the main diagonal
are not possible, but the full ellipse density matrix does not consider this fact. Therefore the
elements of the matrix are weighted with a Gaussian distribution normal to the main diagonal.
Figure shows such a Gaussian distribution matrix which is entry-wise multiplied with
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the full ellipse density matrix. The result is a weighted ellipse density matrix shown in Figure

3-9(F)

Reconstruction of Ellipsoids

This section shows the algorithms which are used to reconstruct the ellipsoids. We assume
an original 3D volume, consisting of ellipsoids of different size, which are located at random
positions within the volume. The ellipsoids are defined by their semi-principal axes a, b, c,
with @ > b, ¢ = a, and a rotation angle about the z-coordinate. We assume no rotations about
the x- or y-coordinate. A horizontal cut through the original volume is done which results
in an image with various ellipses. Based on this image the sizes and relative frequencies of
the ellipsoids in the original volume are reconstructed. The positions of these ellipses are
not analyzed, because the reconstructed ellipsoids are placed randomly in the volume. The
rotation angles of the ellipses are treated separately, so their distribution is recorded and
taken into account when the discrete ellipsoids are created. The combinations of the major
and minor axes are binned into a 2D histogram (Figure . This histogram is interpreted
as the sum of weighted ellipse density matrices and forms the base of the reconstruction
algorithm. For the reconstruction of ellipsoids the same help function as for the reconstruction
of circles is needed. For convenience the pseudocode is given in algorithm [6] again. The
function generates a cut length density vector for a circle with given radius r. For the ellipse
density matrix two of these vectors are combined. Algorithm [7] shows the pseudocode of the
reconstruction algorithm.

Algorithm 6 Generating the cut length density

Function: generate_ cut_length_ density(radius r)

Description: Generates the discrete cut length density based on equation for a
circle of radius r.

Parameter: r: radius of circle

Returns: vector representing the cut length density (a plot of such a vector is shown in

Figure [2.16)

Description of algorithm [7] - reconstruction of ellipsoids: The indices row, col of the ellipse
mixture matrix emm represent the principal axes of the according ellipses. Starting from the
ellipse with the biggest size, it is checked if the relative frequency of the ellipse is higher than
a certain threshold. This threshold affects the amount of the reconstructed ellipsoids and is
adjustable by the user. If a principal axes combination is significant enough, the according
weighted ellipse density matrix is created. At the beginning the cut length density vectors
in x- and y-coordinate direction f., f, are generated. Then these vectors are combined to
create the full ellipse density matrix fedm. Given the size of this matrix, the Gaussian
distribution matrix gdm is created. It is a symmetrical matrix which represents a Gaussian
distribution normal to the main diagonal of fedm. The weighted ellipse density matrix
wedm is created as a per element multiplication of the full ellipse density matrix and the
Gaussian distribution matrix. The relative frequency of the actual reconstructed ellipsoid is
determined by dividing the value of the ellipse mixture matrix emm by the according value of
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Figure 3.9: Derivation of the ellipse density matrix of an ellipse with ¢ = 10.0 and b = 6.0.
Figures (a) and (b) show the cut length density vectors in x- and y-coordinate
direction. Figure (c) shows the resulting ideal ellipse density matrix as a com-
bination of them. In Figure (d) the full ellipse density matrix is shown. The
values result from an entry-wise multiplication of the according density vector
values. Figure (e) shows a Gaussian distribution normal to the main diagonal.
The matrix is multiplied entry-wise with the full ellipse density matrix of Figure
(d). The result is shown in Figure (f). The weighted ellipse density matrix is used
in the process of reconstructing the ellipsoids. The relative frequencies of Figure
(c), (d) and (f) have been scaled logarithmical for better legibility.
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Algorithm 7 Reconstruction of ellipsoids

Variables:

Input: emm: ellipse mixture matrix; representing the 2D histogram of the major and
minor axes combinations

Output: rel_ f: vector containing the relative frequencies of the reconstructed ellipsoids
rec__ell: reconstructed ellipsoids, defined by their semi-principal axes a, b, ¢

Algorithm:
for row = (rows of emm) to 1 do

for col = (columns of emm) to 1 do

if emm(row,col) > threshold then
- determine cut length density in x-coordinate direction:
f_x = generate_cut_length_ density(row/2)
- determine cut length density in y-coordinate direction:

f_y = generate__cut_ length_ density(col/2)
create full ellipse density matrix fedm as combination of
f_x and f_y and normalize it
- create Gaussian distribution matrix gdm
create weighted ellipse density matrix:
wedm = fedm per element multiplied by gdm
save actual relative frequency
act__f = emm(row, col) /wedm(row, col) in rel__f

- save reconstructed ellipsoid a = ¢ = col/2, b = row/2 in rec_ell

- remove reconstructed density: emm = emm — act__f - wedm
end if

end for
end for
- normalize relative frequencies to: sum(rel_f) =1
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the weighted ellipse density matrix wedm. The size of the reconstructed ellipsoid is given by
the actual processed indices of the matrices. The reconstructed density needs to be removed
from the ellipse mixture matrix weighted by the according relative frequency. As last step
the relative frequencies need to be normalized.

The quality of the algorithm is mainly depending on the amount of ellipses in the ellipse
mixture matrix being large enough. An investigation of the error rate depending on the
number of given ellipses is shown in Chapter



4 Experimental Results

This chapter shows the experimental results of the three main parts of this work, namely
classification, segmentation and reconstruction. First, the intermediate results which led to
the final parameter configuration for the ferns are shown. The final classification sub-system
is also compared to the fern version for keypoint recognition proposed in [OCLF10]. Second,
the performance of the sub-system ’classification combined with segmentation’ on natural
and task-specific images is determined. Then the quality of the reconstruction algorithm
depending on the number of detected ellipses is investigated. At last, a whole work flow of
the final system is illustrated with all intermediate results and images.

4.1 Computer Vision

The outcome of this work is a tool to reconstruct the 3D microstructure of lithium-ion
electrodes. Therefore the evaluation of different fern parameters was performed just on
the task-specific images. As no public data is available about the performance of other
segmentation systems on lithium-ion electrode images, the performance of the proposed
system on the public available Icg-bench, proposed in [Sanl0], is also shown. Although the
images of this dataset are colored and showing natural scenes, in contrast to the grayscale cell
images which show materials with different structure, the performance reached is comparable
to the multi-label segmentation framework in [San10].

The scores used to measure the performance are the global pixel accuracy, the average recall
and the Dice score. The global pixel accuracy denotes the ratio of the correctly classified
pixels in percent of the entire set of classified pixels:

number__correctly_labeled_pixels

global__pixel accuracy = (4.1)

total_number_of pizels

The term ’recall’ refers to the correctly classified pixels of a certain class. The average recall
is the average over all present classes in the image:

classes—1 number__correctly labeled pizels_of class_1i
=0 total_number__of pixels_of class_1 ( 4 2)

number__of_classes

average_recall =

In [Sanl0] the Dice score, based on [Dic45], is used to measure the quality of multi-label
segmentation results. This score is defined as:

60
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2-|E1ﬂE2‘

diC@(El, EQ) = m,

(4.3)

where |F;| denotes the area of segment E;. To determine the Dice score of one image, the
average over all segments related to the ground-truth labeling is calculated:

dice__score =

N

% Zdzce E;, GT), (4.4)
where GT; is the ground-truth labeling of segment i. The overall benchmark score is the
average over all image scores. The advantage of the Dice score is that the sizes of the areas
are taken into account. If a large area is labeled inaccurately at the border, the resulting
score for this specific element will be quite high. If a small area is not labeled correct at all,
the according score will be zero, which lowers the entire score of the image significantly. If in
both cases the absolute number of misclassified pixels is the same, the global pixel accuracy
would not show any difference, although the missing of an entire label in the result is much
worse [Sanl0].

In this section the average recall and the global pixel accuracy are used to determine the
performance of the different fern parameters on the lithium-ion electrode images. For all
experiments done with the Icg-bench the Dice score is additionally shown.

4.1.1 Classification

In this work the concept of ferns, like proposed in [OCLF10], is used to classify different
materials in scanning electron microscopy (SEM) images. These images show cuts through
electrodes of lithium-ion batteries. The experiments led to an ensemble of 30 ferns of size 10
and a patch size of 7 x 7 for the final system. As features the gray value intensities and the
first and second order derivatives were chosen. First it is shown how these values have been
determined. Then a comparison with the proposed version in [OCLF10] is given.

The outcome of this work should help experts in the field of lithium-ion batteries to examine
the inner structure of lithium-ion cells. For this reason all the experiments have been done
with SEM-images of different electrode materials. A drawback of this is, that at the time
when this master thesis was written, just few of them were available to the author. Figure
shows two representative images with according ground truth labeling which were used for the
experiments. Figure shows an image of a Cg-electrode, which should be separated in
active material and pores. In Figure a NCA-electrode is shown, where three materials
should be detected: active material, binder material and pores.

Every test-run was realized via a 5-fold cross validation, at which every subpart represents
an average of 20 turns, to average the influence of randomness. The results are visualized via
a boxplot which shows the following for every group of data points (the meaning of the data
points is described in detail for every figure): the median; the 25th and 75th percentile as
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(a) Ce-electrode material with ground (b) NCA-electrode material with ground truth
truth

Figure 4.1: Figure (a) shows a Cg-electrode and the corresponding ground truth labeling.
Blue marks the active material and green the pores. Figure (b) shows the labeling
of a NCA-electrode: active material in blue, pores in green and binder material
in red.

the borders of the box; the most extreme data points which are inside an interval of 99.3%
coverage of the data via whiskers; and if existent, outliers outside this interval.

For the runtime evaluations images of size 737 x 668 for the two-label problem associated
with the Cg-electrode, and images of size 1016 x 221 for the three-label problem according to
the NCA-electrode, were used.

All experiments were done on a PC with an Intel dual core processor with a clock speed of
2.53 GHz, and 4 GB RAM. The implementation is CPU-based to not restrict the use of the
final system to certain hardware requirements.

Feature Channels

The original framework introduced in [OCLF10] for keypoint recognition uses just the gray
value intensity of the image as feature channel. In this work different materials should be
separated which mainly differ in their structure (see Figure , therefore a wider range of
feature channels is investigated. The investigated feature channels include: the gray value
intensity, the first and second order derivatives in both coordinate directions and histogram
of oriented gradient (HOG) features with 9 bins. For a detailed description see Table
The filtering of these features with a 3 X 3 minimum- and a 3 x 3 maximum-filter leads to a
total of 30 feature channels.

At first the performance of every single feature channel was determined. Then the findings
were used to combine certain feature channels and compare their performance among them.
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Mean value of scores
Global Average Recall
Best 4 channels 0,7842 0,7671
Best 10 channels 0,7634 0,7476
First 6 channels 0,7793 0,7631

Table 4.1: The table shows the average performance of certain combinations of feature channels
for the NCA material. The combinations are (see Figure and Table : Best
4 channels: 1, Iy, Iyy, Ixy; best 10 channels: 1, Iy, Iyy, Ixy, HOG1, HOG2, HOG3,
HOG7, HOGS8, HOGY9 and first 6 channels: I, Ix, Iy, Ixx, Iyy, Ixy.

Figure shows the achieved scores of the maximum filtered feature channels. As the
minimum filtered channels show the same pattern, they are not listed for better legibility.
The first six feature channels, including the gray value intensity and the derivatives, show
significantly better results over the HOG features for the Cg material with two labels. For
the NCA material with three labels that clear divergence is not visible. It is noticeable that
the derivatives in direction of the x-coordinate as well as the HOG features, which represent
directions close to the x-coordinate (420°, 0° and —20°) perform significantly worse than
the other features. The reason for this behavior are the vertical artifacts in the images (see
Figure [3.1)) which arise from the focused-ion-beam milling method. Three combinations of
feature channels for the NCA material have been further investigated: The best 4 (gray value
intensity, derivatives in direction of y-coordinates and magnitude of gradient), the best 10
(include the best 4 and the 6 HOG features which perform the best) and the first 6 (gray
value intensity, all derivatives and the magnitude of the gradient). The results are shown in
Table The tests show that the HOG features are not suitable for the segmentation of
different materials in lithium-ion electrodes. They do not offer an increase in performance
compared to the derivatives. This originates from the fact that the materials mainly differ in
their structure, but do not show significant directions in their gradients.

For the final system the combination of the first 6 feature channels is chosen. They perform
best for the Cg material and for the NCA material their performance is insignificant worse
than the performance of the 4 best feature channels for this material.

Binary Tests

In [OCLF10] the comparison of the gray level intensities of two pixel locations is used as
binary test for the ferns. For the specific task of image classification in this work this test is
not suitable. Especially when used to classify images of an NCA electrode the results are just
slightly better than random guessing. Table [£.2] compares the obtained results for using the
binary test of the original fern version of [OCLF10] and the four binary tests used in this
work. They include the comparison of a pixel value with a threshold; the comparison of the
sum, respectively difference, of two pixel values with a threshold and the absolute difference
of two pixel. For a detailed mathematical description see Chapter [3.1.1] Table [£.2] shows that
the proposed tests outperform the original one, especially for the NCA-material images. The
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Figure 4.2: Scores depending on the features: Figure (a) shows the global score; in Figure (b)
the average recall is plotted.
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Binary test version Mean value of scores
Cs NCA
Global Average Recall Global Average Recall
Original 0,7817 0,7862 0,6063 0,5689
Proposed 0,8241 0,8328 0,8004 0,7850

Table 4.2: The table shows the average performance for different binary tests. The original
version includes just one test based on the comparison of gray value intensities.
The proposed tests are described in detail in the according text and in Chapter
3.1.1

listed score values are the results of a 5-fold cross validation as described in the beginning of
this chapter. For the experiments the first 6 feature channels of table [3.1] 30 ferns of size 10
and a patch size of 7 x 7 were used.

Fern Parameter

This chapter shows the influence of the fern size, the number of ferns and the patch size on
the computation time and the performance. It should be mentioned that a fast computation
time was not a goal of the implementation.

Number of Ferns: Figure shows the achieved global and recall scores for the introduced
images depending on the number of ferns. The plots show that with increasing number of
ferns the associated scores ameliorate and the scatter among the individual runs decreases.
From the amount of 30 ferns upwards the gain of performance is insignificant compared to
the higher computation time needed. In Figure the classification output for the system
with just 5 ferns is shown. The smaller number of ferns leads to a highly scattered result.
Table shows the achieved average runtime of the algorithm depending on the number of
ferns. For this evaluation a patch size of 9 x 9 and a fern size of 11 was used.

Size of Ferns: Figure shows the global and the average recall performance depending
on the size of the ferns. The graphs show, that an increasing fern size leads to an increase
of the performance. Figure shows the classification result for ferns of size 4. A small
fern size reduces the ability of the system to distinguish classes which are similar to each
other. In the given example this yields a misclassification of the vetical artifacts. In table [4.4]
the according average runtime of the algorithm is given. A significant increase of runtime is
detected above a fern size of 11. This evaluation was done with 30 ferns and a patch of size
9 x9.

Patch Size: Figure [4.6| shows the global and the average recall score depending on the size
of the used patch. The peak of the recall score is reached with a patch size of 7 x 7 and the
global score shows an insignificant degradation of a size of 5 x 5 compared to 7 x 7. Therefore
a patch size of 7 x 7 was chosen for further evaluation of the system. Figure shows the
classification result for a patch size of 19 x 19. A too big patch size results in regions with
scattered borders and the loss of spatially small segments. For all tests of this evaluation, 30
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Runtime / Image [sec]
Number of Ferns Cs NCA
5 5.7 3.2
10 8.5 5,6
20 14,4 8,8
30 20,1 12,1
40 25,7 15,6
50 31,1 18,8
100 59,6 36,2
200 113,9 71,2

Table 4.3: The average runtime per image for an increasing number of ferns is given. The
Ce-image has a size of 737 x 668 and involves two labels, the NCA-image has a
size of 1016 x 221 and involves three labels.

Runtime / Image [sec]
Size of Ferns Cs NCA
1 11,6 5.9
5 12,2 6,7
6 12,6 7.4
7 14,0 7.4
8 14,9 8,0
9 15,7 8,9
10 17,3 9.2
11 19,6 12,2
12 2,7 21,3
13 54,7 59,0

Table 4.4: The average runtime per image for an increasing fern size is given. The Cg-image
has a size of 737 x 668 and involves two labels, the NCA-image has a size of
1016 x 221 and involves three labels.
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(a) Fern size: 10, No. of Ferns: 30, Patch size: 7 (b) Fern size: 10, No. of Ferns: 5, Patch size: 7

(c¢) Fern size: 4, No. of Ferns: 30, Patch size: 7 (d) Fern size: 10, No. of Ferns: 30, Patch size: 19

Figure 4.3: Cut-outs of the classification results for the Cg-material. Figure (a) shows the
result for the best configuration. Figure (b) and (c): if too less ferns are used or
the size of each fern is too small, the final classification is more scattered. Figure
(d): a too big patch size leads to scattered borders and loss of spatially small

segments.
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Figure 4.4: Scores depending on the number of ferns: Figure (a) shows the global score; in
Figure (b) the average recall is plotted. Both plots show, that an increase in the
number of ferns up to 30 leads to significant better results. A further increase
improves the score just minimal.
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Figure 4.5: Scores depending on the size of ferns: Figure (a) shows the global score; in Figure
(b) the average recall is plotted. Both plots show, that an increase of the fern size
leads to an increase of performance.



Chapter 4. Experimental Results 70

ferns with a size of 11 were used. No runtime evaluation was done because the patch size
does not influence the runtime significantly.

4.1.2 Performance Gain Compared to the Original Fern Version

The original fern version proposed in [OCLF10] for keypoint recognition uses just the gray
value intensity as feature channel and the comparison of two pixel values as binary test. It
turned out that this version is not suitable for classification tasks. Without the modifications
proposed in this work the result seems randomly scattered. Figure [£.7] shows illustrative
examples for natural- and lithium-ion cell images.

Based on the previous evaluations following parameters were chosen for the proposed system:
A number of ferns of 30, a fern size of 10 and a patch size of 7x 7. All in all 12 feature channels
are used, which include the gray value intensity, the first and second order derivatives and the
magnitude of the gradient. All channels are used twice, once filtered with a 3 x 3 maximum
filter and once with a 3 x 3 minimum filter. The correlation between these feature channels is
modeled implicitly by the ferns. The binary tests of the ferns include the comparison of a
pixel value with a threshold; the comparison of the sum, respectively difference, of two pixel
values with a threshold and the absolut difference of two pixel.

Figure [£.7] shows a comparison of the proposed and the original version of ferns via practical
examples. The seed points, the ground truth labeling and the results of both versions are
shown for a sample image of a lithium-ion electrode and a natural image from the Icg-bench.
Figure visualizes the performance gain achieved with the lithium-ion electrode images
and the Icg-bench. All subfigures show a significant increase in performance of the proposed
version of this work compared to the original one in [OCLF10]. Figure 4.8(a)| and |4.8(b)| are
the results of a 5-fold cross validation as described in the beginning of In Figure
the results of all images of the Icg-bench were used to create the boxplot. As this dataset
contains a wide range of different images, the boxes are accordingly larger. The meaning of
the size of the boxes is explained in the beginning of

4.1.3 Segmentation

In the previous chapter the parameters for the ferns were determined and the performance of
the classification was investigated. For a smooth result image a subsequent segmentation is
necessary. The performance of the discrete and the continuous Potts model will be compared
in this section. To solve the discrete Potts model the graph cut algorithm described in chapter
[2.2.2]is used. For the analyses a license free implementation of the algorithms described
in [BVZ01l, BK04, [KZ04] is used. To solve the continuous Potts model, a CUDA-based
implementation of the algorithm proposed in [PCCB09] is used.

This chapter is divided into two parts. In the first section the performance of the proposed
system on lithium-ion electrode FIB-SEM images is investigated. At the time when this
master thesis was written just few of lithium-ion electrode images were available to the author.
Also no public dataset for the special purpose of segmenting materials in lithium-ion electrode
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Figure 4.6: Scores depending on the patch size: Figure (a) shows the global score; in Figure
(b) the average recall is plotted.
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(a) User defined seeds (b) Groundtruth labeling

(c) Original fern version from [OCLF10] (d) Proposed fern version

(e) User defined seeds (f) Groundtruth labeling

(g) Original fern version from [OCLEFI0) (h) Proposed fern version

Figure 4.7: Classification results of the original fern version from [OCLFI0] and the fern
version proposed in this work. Figures (a) - (d) show an example image of a
NCA-electrode. Figures (e) - (h) show one example of the Icg-bench. For both
versions the same number of ferns, fern size and patch size was used. It is obvious
that the unmodified version is not suited for classification tasks.
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Figure 4.8: Performance of the original fern version from [OCLF10] and the proposed fern
version: On both cell materials (Figure (a), (b)) and on the ICG-Bench the
proposed version of this work outperforms the original one. For a detailed
description see the according text.



Chapter 4. Experimental Results 74

Model
Score discrete Potts | continuous Potts
Global pixel accuracy: 0,8549 0,8578
Average recall: 0,8374 0,8377
Dice score: 0,8236 0,8263

Table 4.5: The table shows the average performance of the proposed system on images of
lithium-ion electrodes.

images is presently available. That is why the performance of the proposed system is also
tested on natural images. The second part of this chapter shows the performance on the
public available Icg-bench, proposed in [Sanl0]. As the Icg-bench includes color images, the
gray value intensity feature channel is replaced by three channels representing the image in
the Lab color space.

Lithium-lon Cell

The available images show different lithium-ion electrodes which should be separated either
in two or three materials. Experts in the field of lithium-ion batteries placed the seed points
and labeled the ground truth image. For the evaluation the seed points of each image were
used to train the ferns. Then the produced probability distribution was taken as input for
the discrete and the continuous Potts model. For both implementations the best parameter
configuration was chosen via a brute force search. In Table [£.5] the average of the best values
for the global pixel accuracy, the average recall and the Dice score is given. In Figure and
[4.10] segmentation results for both versions are given. Figure [£.9] shows the result for a Cg
lithium-ion electrode. The artifacts caused by the discrete Potts model are well visible. For
further processing (ellipse fitting) both segmentation results are equally suitable. Figure m
shows sample results for the NCA-material. As the segmented particles are smaller compared
to the Cg-material, the artifacts caused by the discrete Potts model are not that visible.

ICG Bench

A record of the Icg-bench consists of the colored image in jpg-format, some seed points placed
by a user and the according ground truth labeling. At first the seed points of each image were
used to train the ferns. Then the produced probability distribution was taken as input for the
discrete and the continuous Potts model. For both implementations the according parameters,
which are adjustable by the user, were varied in reasonable ranges and the average scores over
all records were calculated. For the discrete Potts model the parameter alpha « is determining
the trade-off of the unary and the pairwise energy factors . The parameter lambda A is
a weight factor in the continuous Potts model and influences the length of the perimeter of the
segmented regions . Figures and show the global score, the average recall and
the Dice score depending on these parameters. In Table [£.6] the best values for these scores
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(b) Cs sample segmentation with continuous Potts model

Figure 4.9: Segmentation results of the discrete and the continuous Potts model applied on
an image of a Cg lithium-ion electrode. In blue active material is marked and
green are the pores. The artifacts of the segmented regions caused by the discrete
model are well visible.
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(b) NCA sample segmentation with continuous Potts model

Figure 4.10: Segmentation results of the discrete and the continuous Potts model applied
on an image of a NCA lithium-ion electrode. The active particles are marked
in blue, the pores are green and the binder material is red. The particles are
smaller compared to the Cg material, that is why the artifacts of the discrete
Potts model are not that visible.
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Model
discrete Potts | continuous Potts | framework of [Sanl10]
Score Q@ Score A
Global pixel accuracy: | 0,9077 | 0.7 | 0,9066 1.65 not available
Average recall: 0,8781 | 0.7 | 0,8762 1.65 not available
Dice score: 0,8912 | 0.7 | 0,8898 1.65 0,9260

Table 4.6: The table shows the average performance of the proposed system on the Icg-bench.

for both models are given. Also the Dice score of the interactive multi-label segmentation
framework proposed in [Sanl0] is shown. Although the proposed system of this work does
not achieve the score of the framework in [Sanl0], it still leads to comparable results. Figure
shows the segmentation results for the images with the highest performance. For every
image the identification phrase within the Icg-bench and the achieved Dice score is given. It
is also stated if the continuous or the discrete Potts model as segmentation framework led to
the according score. For the proposed system of this work the difference between these two
versions is insignificant. Figure [4.14] shows the segmentation results for the images with the
lowest performance.

4.1.4 Ellipse Fitting

In section two quality criteria, the Area-Approximation-Error AAFE and the Ellipse-
Similarity-Factor ESF, are introduced to determine how good a particle is approximated
by an ellipse. If an approximation does not fulfill certain user thresholds concerning these
criteria, the approximated particle needs to be split with the proposed splitting algorithm.
In general the two resulting particles should have a lower AAE than the original one. The
following experiment will show this fact. For a detailed description of the ellipse fitting
algorithm see chapter here just an overview of the procedure is given.

The aim of the statistical 3D reconstruction is to create particles of the size of the original
ones but with a simplified shape. This means the difference in the size of the fitted ellipse
to the size of the segmented particle can be used as quality measurement. In this work this
difference is determined by the AAE. The ellipse fitting procedure works as follows: The user
sets two thresholds; the maximum AAFE and the minimum ESF; then all found particles
are approximated by ellipses. If an approximation does not give an AAE lower than the
maximum value, or an £SF higher than the minimum value, the according particle is rejected
and split in the next step. If an approximation fulfills all criteria the according ellipse is
saved and the particle area is discarded for further processing.

Figure shows the relation of the user set thresholds, the resulting average AAFE of all
approximations and the number of ellipses. In the practical realisation the user adjusts
both thresholds at the same time, for better traceability this experiment investigates the
influence of every parameter on its own. Figure displays the result for two different
electrode materials. Each figure shows in the upper diagram the average AAE depending on
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Figure 4.11: Each figure shows two diagrams, which show the achieved average score on the
entire Icg-bench. The upper diagram shows the results for the discrete Potts
model, depending on the weight parameter . The lower diagram shows the
results for the continuous Potts model, depending on the weight parameter .
For both segmentation methods the result of the preceding classification via
Ferns is used as input. The achieved score of this classification is shown in green.
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Figure 4.12: The two diagrams show the achieved average Dice score on the entire Icg-bench.

The upper diagram shows the results for the discrete Potts model, depending on
the weight parameter «. The lower diagram shows the results for the continuous
Potts model, depending on the weight parameter A\. For both segmentation
methods the result of the preceding classification via Ferns is used as input. The
achieved score of this classification is shown in green.
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(a) ID: 0124 9000, Score: 0.9973, discrete (b) ID: 0132_9000, Score: 0.9954, continuous

(c) ID: 0182_9050, Score: 0.9953, continuous  (d) ID: 0202_9050, Score: 0.9937, continuous

(e) ID: 0229 9050, Score: 0.9925, discrete (f) ID: 02129060, Score: 0.9923, continuous

(g) ID: 0044 9060, Score: 0.9917, discrete (h) ID: 0140_9025, Score: 0.9915, continuous

Figure 4.13: Segmentation results with the highest performance. For every image the identifi-
cation phrase within the Icg-bench, the Dice score and the used version of the
potts model (discrete or continuous) is given.
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(a) ID: 0029_9050, Score: 0.6265, continuous (b) ID: 0111_9050, Score: 0.6387, continuous

(c) ID: 01499050, Score: 0.6880, discrete (d) ID: 0223_9050, Score: 0.6882, continuous

(e) ID: 0160_9050, Score: 0.6888, discrete (f) ID: 0005_9020, Score: 0.6928, continuous

(g) ID: 0102_9050, Score: 0.7001, discrete (h) ID: 0018 9050, Score: 0.7369, continuous

Figure 4.14: Segmentation results with the lowest performance. For every image the identifi-
cation phrase within the Icg-bench, the Dice score and the used version of the
potts model (discrete or continuous) is given.
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the minimum ESF selected. The maximum AAE value is set to 1 and therefore does not
influence the result. It is visible that with increasing this minimum value, the average AAF
tends to decrease. This also means that the number of splits increases, seen in the figure
implicitly by the increasing number of ellipses. The lower diagram of each figure shows the
average AAFE depending on the maximum AAF selected. Now the minimum ESF value
is set to 0, to not influence the result. The diagram shows, that a decreasing value for the
maximum AAF also decreases the achieved average AAFE of all ellipses by trend. As in the
upper diagram this is reached with splitting the particles which leads to an increasing number
of ellipses. For the two lowest values of the maximum AAF, in the diagram 0.15 and 0.1,
the achieved average AAF is higher than these thresholds. This results from the fact, that
after a maximum number of turns the algorithm is stopped. This is necessary to prevent
the system from getting into a practically infinite loop, if the user set thresholds can not be
achieved. In general a two high number of ellipses is a sign of overfitting, which means in this
particular problem domain that a large, nearly elliptic shaped, particle is split into several
smaller ones. As it is an interactive framework, the user is in charge of selecting the proper
thresholds for the particular use case.

4.2 Stochastic

4.2.1 Reconstruction of Ellipsoids

We assume a given distribution of ellipsoids in a certain volume. According to the assumptions
of the proposed reconstruction algorithm the semi-principal axes a, b, ¢ of the ellipsoids have
to fulfill @ > b, ¢ = a. The amount of each kind of ellipsoid is defined by its relative frequency.
A horizontal cut is done through this volume and based on the resulting image of ellipses the
sizes and relative frequencies of the ellipsoids are reconstructed. As ¢ = a per definition, for
further investigations just the semi-principal axes a and b define the size of an ellipsoid. To
measure the difference between the original and reconstructed distributions of ellipsoids two
Euclidean distances are used, namely axes area error and relative frequency error. Each of
the reconstructed ellipsoids is mapped to one of the original ellipsoids. This is done via a
minimum distance calculation based on the lengths of the principal axes, which implies that
not all of the original ellipsoids have to have a counterpart in the reconstructed distribution.
It also implies that more than one reconstructed ellipsoid can be assigned to one original. The
axes area error evaluates the quality of the reconstructed sizes of the ellipsoids, not taking any
frequency distribution into account. For every ellipsoid an according area ellipsoidgreq = a - b
is defined by its axes. The axes area error is the root of the sum of the squared errors of
the ellipsoid areas. The relative frequency error measures the quality of the reconstructed
frequencies, not taking any size information into account. It is defined as the root of the sum
of the squared errors of the relative frequencies. If two or more reconstructed ellipsoids are
assigned to one original one, their frequencies are summed up before the error is calculated.
If an original ellipsoid is not assigned with any reconstructed one, the according area and
relative frequency of the not present counterpart is set to zero. Equations and
show the calculation of the two errors for an example distribution given in Figure [4.16
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Figure 4.15: The two figures show the Area-Approximation-Error depending on the user set
thresholds for two electrode materials. The upper diagram of each figure shows
the dependency on the mininum Ellipse-Similarity-Factor, the lower diagram the
dependency on the maximum Area-Approximation-Error. For more details see
the according text.
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Figure 4.16: The graphic shows the parameters used for the error calculation. On the left
side the original areas A; and relative frequencies f; are given. On the right side
the parameters of the reconstructed ellipsoids are shown. The arrows denote the
mapping of the ellipsoids resulting from a minimum distance calculation based
on the lengths of the principal axes. The calculation of the according area axes
error and relative frequency error is given in equations and .

axes_area_error = \/(Al — Ag)? 4+ (A1 — A5)?2 + A2 + (A3 — Ag)? (4.5)

relative__frequency_error = \/(f1 —[fa+ f5])2+ f2+ (fs— f6)? (4.6)

The quality of the reconstruction algorithm described in[3.2.1]mainly depends on the number of
ellipses which were used to create the 2D histogram of the major and minor axes combinations.
For this experiment 5 ellipsoids, defined by their semi-principal axes a,b,c and relative
frequencies, were randomly created. According to the assumptions of the algorithm the
ellipsoids have to fulfill @ > b, c = a. To keep the experiment manageable the semi-principal
axis a was restricted to 5.0 < a < 30.0. These ellipsoids have been cut normally distributed
over their height with a horizontal plane, which leads to one ellipse per cut. The number of
cuts per ellipsoid was set according to the relative frequencies of them. Based on the resulting
distribution of ellipses the proposed algorithm was used to reconstruct the ellipsoids. The
sum of all cuts varied from 10 to 100000. In Figure the resulting axes area error and
relative frequency error is plotted as a function of the total number of cuts. For every number
of cuts the experiment was done 100 times. Figure [£.17] shows the results visualized via a
boxplot which shows for every number of cuts: the median; the 25th and 75th percentile as
the borders of the box; the most extreme data points which are inside an interval of 99.3%
coverage of the data via whiskers; and outliers outside this interval.

Figure [4.17] shows how big a sample histogram of ellipses should be to achieve the best
results. Figure 4.17(b)| shows that the relative frequency error decreases significantly until an
amount of 500 ellipses. From this point upwards the error rate stabilizes. The axes area error
also decreases significantly at the beginning. It stabilizes from about 1000 ellipses upwards.
Practically this values can be used to determine how spatially big a cut through a lithium-ion
electrode should be to achieve the best possible results with the proposed algorithm. The
introduced sample images show about 100 ellipses for the NCA-material and about 120
ellipses for the Cg-material. The number of the ellipses is depending on the user settings;
therefore no exact value can be stated.
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Figure 4.17: Reconstruction errors depending on the number of cuts: Figure (a) shows the
axes area error; in Figure (b) the frequency error is plotted. For a detailed
description see the according text.
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4.3 Final System

This section shows a complete work flow of the reconstruction of the 3D microstructure of
a lithium-ion cell. In Figure a sample image of a NCA-electrode is given. At the
beginning the user marks characteristic areas for the three materials: active particles, binder
material, respectively conductivity additives, and pores. Based on these seed points the ferns
are trained and a probability distribution over all 3 labels for every pixel of the image is
determined. Figure [4.18(b)|shows the classification result, which is created by assigning every
pixel the label with the highest probability. Then the probability distributions are used as
input for the segmentation algorithm which is based on graph cuts. Figure shows
the segmentation result. The user can adjust the parameters of the graph cut algorithm and
add some more seed points as hard constraints. If the user is satisfied with the segmentation
result the ellipse fitting algorithm is started. The user has again the possibility to adjust
the according parameters for the algorithm. It is also possible to set cuts through particles
or define whole ellipses per hand. Figure shows the segmented ellipses of the active
material. The found ellipses are analysed and the according ellipsoids are reconstructed.
Table [4.7] shows the result for the shown sample image. There, a, b, ¢ are the semi-principal
axes in direction of the x, y, z coordinate. The unit of the radii are pixels, which is sufficient
for the statistical reconstruction. For further processing it is important to know the scale
of the microscope images. As in this work described just one rotation angle is taken into
account. When the ellipsoids are positioned in the discrete 3D volume, they are rotated
randomly according to the normal distribution defined by the given pu and o values. For the
final reconstruction the user defines a volume size, the system creates the ellipsoids according
to the data shown in Table [£.7] and places them randomly within the volume. The last step
is to rearrange the ellipsoids which is done with the algorithm described in Chapter [2.4.2]
The result is shown in Figure Through this 3D volume a vertical cut was made to
get a visible comparison with the original image. Figure [4.19(b)|shows the result for this cut.
For better legibility the resulting ellipses were filled with the colours according to the labels
of the segmentation. In Figure the original sample image of the NCA-electrode is
given for comparison.
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(d) Segmented ellipses

Figure 4.18: The Figure shows the first part of the work flow of the final system. Figure (a)
shows a sample image for a NCA-electrode with user defined seed points. Active
particles are marked in blue, binder material in red and pores in green. Figure
(b) shows the classification result of the ferns. In Figure (c) the output of the
segmentation algorithm is given. It is visible that the user added some more
seed points, which are used as hard constraints for the segmentation algorithm.
Figure (d) shows the segmented ellipses.
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radii [pixels] relative frequency || angle y-coordinate
a \ b \ c 7 \ o
55.5 | 55.5 | 48.0 0.26 31.1 18.2
45.5 | 45.5 | 12.5 0.11 0.6 2.2
44.5 | 44.5 | 22.0 0.15 29.4 37.6
40.5 | 40.5. | 27.0 0.16 -3.0 18.1
29.5 | 29.5. | 28.5 0.14 6.8 43.5
18.0 | 18.0. | 15.0 0.18 8.8 34.0

Table 4.7: The table shows the data of the reconstructed ellipsoids from the sample image
shown in Figure 4.18| a, b, ¢ are the semi-principal axes, i and o define a normal
distribution which is used to determine the angle for every created ellipsoid. For a
detailed description see the according text.



5 Conclusion And Future Work

In this chapter a conclusion about the findings and outcomes of this work is given. Finally,
future prospects are listed.

5.1 Conclusion

In this work we propose a novel method to reconstruct a statistically identical 3D volume of
the microstructure of electrodes of lithium-ion cells. For the cost of approximating arbitrary
shaped particles with an ensemble of touching ellipsoids, we are able to reconstruct the
statistically identical microstructure based on just few scanning electron microscope images,
depending on the spatial size of them. The created volume consists of ellipsoids with sizes
and relative frequencies according to the particles in the original material. Such statistical
3D volumes are used in the field of lithium-ion cell research as base for different models
of batteries. The costs of investigating the microstructure of lithium-ion electrodes can be
lowered significantly, because just few SEM images are needed instead of few hundreds, like
with other actually used methods.

In our work we used the concept of ferns, originally proposed for keypoint recognition in
[OCLFE10], for the classification of different materials in lithium-ion electrodes. We adapted the
ferns for the classification task and achieved a significant performance gain. A comprehensive
evaluation of the adaptations, especially of the used feature channels, is given. The proposed
system uses a combination of classification via ferns and a subsequent segmentation based
on the Potts model. Although the system is designed for segmenting different materials of
lithium-ion cells, we achieve performance scores comparable to other current segmentation
tools ([Sanl0]) on publicly available data benches. We present an ellipse fitting algorithm
to approximate the segmented materials with ellipses, which exploits the strong knowledge
about the specific problem domain. We derived a method to reconstruct the sizes and relative
frequencies of ellipsoids out of a distribution of ellipses, which originate from horizontal cuts
through these ellipsoids. Finally the reconstructed ellipsoids are randomly arranged in a
representative 3D volume element, representing the statistical identical 3D microstructure.

All findings have been implemented in a CPU-based interactive segmentation tool, which
enables user interaction after every step. The user defined seed points are used to train
the ferns for the classification of the image. The classification result, and if needed more
hard constraints defined by the user, are used as input for the segmentation algorithm. The
ellipse fitting algorithm can be influenced by two parameters which adjust the quality of
the found ellipses. Furthermore the user can specify ellipses by hand or discard them. For
the reconstruction a user defined threshold needs to be set which controls the amount and
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similarity of the reconstructed ellipsoids. Finally, the user specifies the size of a volume and
the microstructure is created according to the previous findings within it.

5.2 Future Work

The implementation of the proposed system is CPU-based to not be restricted to hardware
configurations. The aim of this work was to show the feasibility of the reconstruction algorithm
and the use of ferns for image classification. This has the drawback of a long computation
time; for user comfort a GPU-based implementation would be desirable.

For the reconstruction active particles and binder material are approximated via ellipsoids.
The sizes and frequencies of the active particles are derived from the found ellipses, which
leads to a good approximation. The binder material is realized via small spheres and arranged
between the active particle ellipsoids. As future work the shape of this binder material should
be reconstructed more accurate. In fact this material does not have a geometrical form; it
is pressed between the active particles and gathers mainly at narrow gaps among them. To
get a more accurate model of a lithium-ion electrode, this fact should be considered while
reconstructing the 3D volume.

The positioning of the ellipsoids in the discrete 3D volume is realized via the rearranging
algorithm described in Chapter This algorithm moves ellipsoidal particles apart and
tends to keep small overlapping volumes. The size of these volumes is neither controllable
nor is any information given about it. To get a reconstruction which is more accurate, a
method should be used which offers the possibility to adjust the ratio of overlapping volumes
and measures the overlapping volume size. To find such a method was not in the scope of
this master’s thesis. This results from the fact that the focus of this work was put on the
segmentation of the active particles and the statistical analysis and reconstruction.



List of Abbreviations

FIB Focus ion beam

SEM  Scanning electron microscopy

SEI Solid electrolyte interphase

XAFS X-ray absorption fine-structure spectroscopic
SVM  Support vector machine

MRF Markov Random Field

CRF  Condiotional Random Field

ICM  Iterated Conditional Modes

ESF  Ellipse Similarity Factor

AAE  Area Approximation Error
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