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Abstract

This thesis investigates the use of machine learning techniques to predict struc-
tural loss in the Czochralski process. The Czochralski process is the industry
standard for producing high-quality mono-crystalline silicon ingots for solar
cells. The study evaluates the performance of three machine learning models;
logistic regression, random forest, and neural network models across four
regions of the ingot: neck, crown, shoulder, and body. The primary goal is
to determine which model offers the best predictive performance for early
detection of structural loss, thereby enhancing the efficiency and yield of the
Czochralski process.

The research reveals that the random forest model consistently delivers
the highest accuracy, precision, and recall, especially in the neck and crown
regions. This model effectively identifies the early signs of structural loss,
making it a valuable tool for improving the process. However, all models faced
difficulties in the shoulder and body regions, indicating the need for further
refinement and more targeted features.

Additionally, a time-saving model was developed to find time saved during
the process by using the random forest model. By maintaining an accuracy
threshold of 70%, this model achieved significant time savings, reducing the
time required for remelting operations by 16 to 21.5 hours when tested on 51
ingots. These results highlight the potential of machine learning to enhance
the Czochralski process, reducing production time and improving the quality
of silicon ingots.

Overall, the results demonstrate the potential for machine learning to
significantly improve the Czochralski process, by enabling early detection of
structural loss. Thereby, reducing the time required for remelting operations
and enhancing ingot quality.
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Chapter 1

Introduction

1.1 Background and Motivation

Solar energy is one of the most promising renewable energy sources, with
silicon solar cells currently leading the market in terms of price and efficiency.
They constitute over 95% of the solar cells produced worldwide today, and the
fabrication market dominated by China. According to the International Energy
Agency (IEA) in 2022, China accounts for more than 80% of the global market
share across all manufacturing stages of solar energy, projected to rise to more
than 95% in the coming years [10]. Currently, China supplies over 95% of the
solar panels used in Europe [11]. Most European manufacturers of silicon solar
cells struggle to compete with their counterparts in China. However, the last
European manufacturer of silicon wafers is in fact located in Ardal, Norway,
and the company is NorSun. NorSun is a Norwegian company that specializes
in manufacturing and marketing high-performance mono-crystalline silicon
ingots and wafers [1]. In March 2023, the Nanophysic-group at the university
had the privilege of visiting the NorSun factory, as depicted in Figure 1.1. We
received a guided tour from Frank @vstetun, during which we observed each
stage of the production process firsthand, from the stacking of pure silicon to
the cleaning of the wafers. This visit provided me with a valuable introduction
to the production of mono-crystalline silicon wafers before I started this thesis.

The Czochralski process is the primary method for the production of mono-
crystalline silicon for solar cells. The process begins with high purity silicon
being melted in a crucible. A mono-crystalline seed crystal is then dipped
into the melt, after which the seed is pulled upwards to create the ingot. This
is subsequently cut into thin wafers. The process is complex and involves
numerous delicate steps. It is therefore essential to maintain strict control of
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Figure 1.1: Guided tour through the NorSun factory.

the material properties and mechanics in order to guarantee the quality and
performance of the final solar cell. [12]

One of the key challenges in the Czochralski process is the formation
of dislocations within the crystal structure of the ingots, known as structure
loss. Dislocations may influence the recombination characteristics of solar
cells by creating defect states in the silicon bandgap, which can reduce the
lifetime of minority carriers. Consequently, this may affect the performance
of silicon solar cells. A successful ingot is considered to be free from dislo-
cations and structure loss. Currently, operators at the NorSun factory detect
structural loss by observing the disappearance of the so-called ’growth ridge’
or ‘node’ during the growth phase [13]. If structure loss is detected in an ingot,
the affected area can either be remelted or cut away. Early detection of such
defects is crucial to minimize the time spent growing ingots with structural loss.

To maintain their competitive edge, the mono-crystalline silicon industry
must focus on enhancing efficiency while maintaining high quality standards.
One potential solution would be to integrate machine learning into the Czo-
chralski process, thereby enabling the early detection of structural loss in the
ingot before it becomes visible to the operator. The data generated by the
process could then be used to train a machine learning model, which would
learn patterns between the parameters to predict between two outcomes (struc-
ture loss or not structure loss), also known as binary classification. Multiple
machine learning algorithms are capable of performing precise binary classi-
fications. Among these, logistic regression is one of the most popular due to



1.2 Objectives 3

Figure 1.2: The Czochralski puller area in NorSun’s factory. [1]

its ease of implementation and reliable results. There are more advanced ma-
chine learning algorithms, such as random forest and neural networks, but this
does not guarantee that they will outperform logistic regression. Depending
on the data, it is possible for a model like logistic regression to outperform
more advanced models, especially when minimal computing power is required.

Over the past few years, machine learning algorithms have seen a notable
increase in use in research. They are used in a wide range of scenarios, from
healthcare to manufacturing, where they are often used to make predictions or
decisions. Machine learning algorithms analyse and learn patterns from data to
improve performance of a given task. This approach has revolutionised many
industries, enabling them to work more efficiently and reduce costs.

1.2 Objectives

The primary objective of this thesis is to ascertain the efficacy of three ma-
chine learning algorithms in predicting early structure loss in ingots before
it has been detected by the operator. In order to achieve this objective, three
predictive algorithms will be employed: logistic regression, random forest and
neural network. The three models will be compared in order to ascertain which
is the most effective for this type of data.

The secondary objective is to use the most effective model to determine
the potential time savings in the Czochralski process that could be achieved
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by trusting the predictions made by the model. This will be accomplished
by comparing the remelting times when the model demonstrates optimal
performance with the times when structural loss is detected by the operator.

1.3 Contribution

The contribution of this work will enhance the efficiency of mono-crystalline
silicon ingot production. Implementing this model into the Czochralski process
to predict structural loss could enable early detection of issues before they
become visually apparent to operators. This early detection would likely reduce
production time and increase yield, resulting in lower costs for wafers and
boosting solar cell production for the European market.

1.4 Thesis Outline

This thesis is structured to systematically explore the application of machine
learning models for predicting structural loss during the Czochralski process.
Chapter 3 provides an overview of the fundamental concepts necessary to
understand this thesis. It begins with an introduction to semiconductor ba-
sics, before going on to describe the Czochralski process in detail. Finally, it
presents an analysis of the machine learning models used in this study: logistic
regression, random forest, and neural networks. Chapter 3 introduces the data
utilized in this study, explaining its role in the Czochralski process and its
preparation before integration into the machine learning models. Chapter 4
outlines the selection of machine learning models and the procedures for enhan-
cing these models through data input adjustments. Additionally, this chapter
introduces the time-saving model, which estimates potential time savings based
on its predictions. Chapter 5 presents the results of the thesis and provides a
detailed discussion of the findings. Finally, Chapter 6 offers conclusions and
suggestions for future work.



Chapter 2

Theoretical Background

The production of high-quality mono-crystalline silicon ingots through the
Czochralski process is essential for the semiconductor and photovoltaic indus-
tries. This chapter provides the theoretical foundation necessary to understand
the Czochralski process and the application of machine learning models for
predicting structural loss.

First, semiconductor basics are explored, covering key concepts such as en-
ergy bands, doping, recombination, and properties of crystalline silicon. These
concepts form the basis of the material science underlying the Czochralski
process. Next, the Czochralski process itself is detailed, describing its stages:
neck, crown, shoulder, and body. Each stage presents unique challenges that
influence the quality of the silicon ingots. Following this, supervised learning
is introduced, a subset of machine learning where models are trained on labeled
data to make predictions. The supervised learning models used in this study
are discussed: logistic regression, random forest, and neural networks. Each
model’s theoretical framework, advantages, limitations, and the key features
influencing their predictive performance are examined.

2.1 Semiconductor

Semiconductors are fundamental materials in the production of silicon solar
cells, which are pivotal to the renewable energy sector. This section provides
an overview of the physical properties of semiconductors, focusing on silicon.
It covers the atomic structure, the significance of energy bands, and the role of
dopants in enhancing conductivity. Understanding these properties is crucial
for optimizing the Czochralski process and improving the efficiency and per-
formance of silicon solar cells.
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Semiconductors, such as Silicon (Si), consist of atoms arranged in a regular,
periodic lattice. Each atom is part of a structure that collectively shares eight
electrons, achieving stability and electrical neutrality. At the center of each
atom is a nucleus containing positively charged protons and neutral neutrons,
with an equal number of negatively charged electrons orbiting the nucleus.
This balance of charges makes the atom electrically neutral. In semiconductors
like silicon, each atom typically forms four covalent bonds with its nearest
neighbors, resulting in the sharing of eight electrons with four adjacent atoms
to achieve a stable electronic configuration. This bonding structure is essential
to the semiconductor’s properties and capacity to conduct electricity under
specific conditions.

RARINLIR

++

++ ++ M

&A H é&

Figure 2.1: Illustration of the semiconductor structure.

The electrons are not considered ’free” as they are held in place by the
bond at absolute zero. However, electrons can gain enough energy at higher
temperatures to escape their bonds. Then, the electrons can move freely and
participate in conduction. This makes a semiconductor behave as an insulator at
low temperatures and a conductor at higher temperatures. When the electrons
have gained a certain minimum energy called the band gap,” the free electrons
will participate in conduction. When an electron moves, it allows the covalent
bond to move from one electron to another, leaving a space behind called a
“hole” [14].

2.1.1 Energy Bands

As mentioned above, a semiconductor’s band gap (E) is the minimum energy
needed to excite an electron from its bound state and into a free state where it
can participate in conduction. The band structure is called a band diagram; the
semiconductor’s lower energy level is called the valence band (Ey ), and the
higher energy level where electrons are considered free is called the conduction
band (E¢), as shown in Figure 2.2. Therefore, the bandgap is the gap between
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the valence band and conduction band [14].

IEnergy band gap

Electron energy

Figure 2.2: The energy band diagram of a semiconductor.

Suppose the minimum energy for the conduction band and the maximum
energy for the valence band occur at the same value of wavenumber. In that
case, the energy bandgap is called direct. Otherwise, the energy band gap is
called indirect. This is essential to know due to the effect it has on the absorp-
tion and emission of light [15].

Temperature can affect the energy gap of semiconductors, with the band gap
decreasing as temperature increases. This poses a significant challenge in the
solar cell industry, where cells are exposed to varying temperatures. According
to Ravindra and Srivastava [16], the temperature-dependent electron lattice
interaction causes a shift in the relative positions of the valence and conduction
bands, which accounts for the majority of the temperature dependence of the
energy gap in semiconductors. As a result of the increased thermal energy, the
amplitude of the atomic vibrations rises, increasing the interatomic distance.
This means that the average potential that the material’s electrons detect drops
with increasing interatomic distance, which therefore reduces the size of the

energy gap [15].

2.1.2 Dopants

Intrinsic semiconductors are undoped and contain both electrons and holes.
The density of electrons and holes is equal because the thermal excitation of an
electron from the valence band to the conduction band creates a free electron
in the conduction band and a free hole in the valence band. The concentration
of free electrons and holes is called the intrinsic carrier concentration, defined
as the number of electrons in the conduction band or the number of holes in the
valence band. The band gap and temperature of the material affect the number
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of carriers. Higher band gaps result in lower intrinsic carrier concentration
because a large band gap makes it more difficult for a carrier to be thermally
excited across the band gap [14, 15].

The process of doping involves modifying the concentration of electrons
and holes within semiconductors with other atoms. Silicon (4 valence elec-
trons) can be doped with various materials. Boron (3 valence electrons) and
phosphorus (5 valence electrons) are the most common materials used. The
number of valence electrons defines the doping type; here, the dopant gets into
the crystal’s lattice structure and affects its conductivity. The doping techniques
are classified into two categories: n-type and p-type doping. N-type doping
involves atoms with one more valence electron than silicon; here, the dopant
will form covalent bonds with silicon’s 4 valence electrons. It only needs 4
valence electrons to form covalent bonds. Therefore, the fifth electron will
move around freely and act as the charge carrier. Less energy is needed to
excite the free electron from the valence band to the conduction band. Only
the negative electrons can move. For n-type doping, the dopant is positively
charged due to the loss of negative charge carriers, and the dopant is known as
an electron donor.

P-type doping is the opposite of n-type doping, where the dopant has one
less valence electron than silicon. For p-type doping, the dopants get an extra
outer electron and create a vacancy in the valence band of silicon in the form of
a hole. The holes move in the opposite direction to that of electrons. In contrast
to n-type, the dopant is negatively charged in p-type doping, and therefore
often called acceptors [17, 14, 15].

2.1.3 Recombination

Recombination is the process by which an electron recombines with a hole,
releasing its energy in the form of light or heat. This phenomenon occurs due
to the electrons in the conduction band being in a metastable state, which may
be considered a kind of temporary energy trap [18]. Consequently, the electron
will stabilise into a lower energy level in an empty valence band state, thereby
also removing a hole in the valence band.

The lifetime of a photocarrier, or minority carrier, in a semiconductor is
dependent on the recombination rate, which is influenced by the concentration
of minority carriers. Recombination rate is a parameters in solar cell which tells
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at what rate recombination occurs. The minority carrier lifetime of a material
is the period during which a minority carrier (electron or hole) remains in an
excited state after the generation of an electron-hole pair, before undergoing
recombination. [14]

In order to gain an understanding of the fundamental operating principle
of solar cells, it is sufficient to investigate the P-N junction, which serves to
separate the electron and hole carriers in a solar cell in order to create a voltage.
A P-N junction is a combination of two types of semiconductor materials,
namely an n-type material and a p-type material, as shown in Figure 2.3. The
excess electrons from the n-type side diffuse to the p-type side, while the
excess holes from the p-type side diffuse to the n-type side. This movement of
electrons results in the exposure of positive ion cores in the n-type material,
while the movement of holes results in the exposure of negative ion cores in
the p-type material. These movements result in the formation of an electric
field at the junction, which gives rise to the depletion region. The depletion
region functions as a barrier, preventing the further flow of electrons from the
n-type side to the p-type side. [14]
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Figure 2.3: Illustrations of a P-N junction. Inspired by [2].

2.1.4 Crystalline Silicon Solar Cells

The process of crystallization is defined as the formation of solids and the
subsequent organization of atoms or molecules into a well defined crystalline
structure [19]. Silicon, in its crystalline form, can be divided into two categor-
ies: polycrystalline silicon (polysilicon), which is composed of small crystals,
and mono-crystalline silicon (monosilicon), which is a continuous crystal.
Mono-crystalline silicon (often called single-crystal silicon) stands out as the
most widely used silicon material in the solar industry. It has continuous crystal
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lattice, which make it easy for electrons to move around. Silicon crystals are
manufactured by gradually pulling a rod upward from a pool of molten silicon,
a process called Czochralski. With precise control, crystallisation occurs at
the end of the rod as it emerges, forming a cylindrical crystal. This cylindrical
crystal is later sliced into thin pieces for incorporation into solar cells. Prior
to crystallisation, elements are added to the molten silicon to impart n-type or
p-type characteristics to the silicon. [20]

Dislocation, a common extended defect in crystalline silicon solar cells,
disrupts the recombination properties by creating deep-level defect states
within the silicon bandgap. This leads to a decrease in the lifetime of minority
carriers, thereby impairing the solar cell’s performance. Dislocations frequently
occur during the silicon crystal growth process, underscoring the importance
of controlling relevant parameters during growth to mitigate their impact. [21]
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Figure 2.4: Flowchart of the silicon value chain. Inspired by [3]

The material used for manufacturing silicon is silicon dioxide (SiO;),
which is reduced in electric furnaces using charcoal to produce metallurgical
silicon with approximately 98% purity. Mono-crystalline solar cells are created
by melting poly-crystalline silicon in a crucible. From this molten silicon,
a cylindrical mono-crystal, known as a silicon ingot, is pulled in a process
known as the Czochralski process. This thesis will focus on the Czochralski
process. After the silicon ingots are produced, they are sliced into wafers about
0.15 to 0.3 mm thick using a wire saw [22]. These wafers are then doped to
create an electric field and transformed into cells by adding metal contacts.
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Subsequently, the cells are assembled into modules, which are integrated into
the final solar panel systems, including all additional electric components such
as wiring and inverters as shown in Figure 2.4. Each step of the value chain
leads to different industries, each dependent on the others [23]
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2.2 Czochralski Process

The Czochralski (Cz) crystal pulling process is the dominant method for produ-
cing mono-crystalline silicon ingots for solar cells. In 1916, Polish scientist Jan
Czochralski developed a technique for growing crystals by inserting a crystal
seed into a melt in a crucible. The seed is pulled upwards, creating a single
crystal [24]. Since then, the technique has been modified. The pull-from-melt
method, widely used for high-efficiency solar cells today, was modified in
1950 by Teal, Little, and Dash. It contributes to almost 90% of the worldwide
production of silicon mono-crystalline [25, 26].

In figure 2.5 a schematic setup of a Cz crystal puller can be seen, with the
most important components named. Heat distribution is a crucial step to ensure
proper temperature during the process of the growth of crystals. The crystal
puller contains two crucibles, one made of graphite and the other of silica.
The high temperature makes the silica crucible soften. Therefore, a crucible of
graphite is attached around it for mechanical support. The graphite crucible
also has a role in the heat distribution. For heaters, graphite material is used
and connected to two or four electrodes at the bottom edge, which deliver
power between 10 kW and 100 kW. The carbon heater has vertical slits cut into
it to ensure the electric current flows up and down. The heat shield is used to
lower the power consumption and also distribute the heat around the crucible
more efficiently. There is a critical risk that the crucible can break, and the
molten silicon can be made through the water-cooled chamber. Therefore, a
spill tray has been equipped to collect the molten silicon before it damages
other components like the crucible support, which rotates and lifts the crucible
[12].

Stacking the crucible with poly-crystalline silicon is the initial step in the
growth process. The poly-crystalline silicon is typically stored in clean double
bags to prevent contamination within the crucible. Argon is used as an inert
gas to create a protective environment due to its purity, which helps prevent the
introduction of impurities. The constant flow of argon is essential for warding
off carbon monoxide and silicon oxide, which can adversely affect the crystal
structure [27]. As the temperature increases, the silicon feedstock undergoes
thermal expansion. It is crucial not to stack large blocks in the crucible, as this
may cause the crucible to break. However, the same crucible can be used for
multiple runs, it will gradually wear out and must eventually be replaced. To
ensure complete melting of the silicon, the temperature is maintained slightly
above the melting point of silicon, which is 1414° C. [12, 28].
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Figure 2.5: Schematic setup of a Czochralski crystal puller. With permission
from [4].

Once the silicon has been completely melted and the temperature has been
stabilised, it is essential to ensure that the crystal seed merges with the molten
silicon in order to initiate the crystallisation process. The mono-crystalline
silicon seed is immersed in the molten silicon, initiating the crystallisation
process. In order to maintain uniform and cylindrical crystal growth, the seed
and the crucible rotate in opposite directions. This allows the pulling process
to begin. Figure 2.6 illustrates the steps in the Czochralski process, from the
melting of pure silicon to the formation of a fully grown ingot.

To avoid crystal dislocations, which often occur due to thermal stress when
the crystal seed comes into contact with the melt, Dash improved the technique
in the 1950s by adding a necking step. Dislocations are excluded from the
material when the crystal is grown fast and thin [27]. When the seed is in
contact with the melt surface, a portion of the seed melts and forms a meniscus.
Then, the seed is pulled upwards, and crystallisation at the end of the seed
occurs. The first step of the crystallisation is the growth of the neck, where
the diameter varies from 2mm to 4mm, and the length is about 30mm. During
necking, the seed speed is high, with a growth rate up to 6mm/min, to ensure
that the crystal is dislocation-free [12, 26, 29].

Afterward, the seed speed is reduced, and the diameter begins to increase.
Here, the crown and shoulder parts are formed, transitioning from the neck to
the full ingot body. During the crown process, maintaining the correct growth
rate and temperature is crucial. A slow growth rate results in an excessively
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Figure 2.6: The principle of the Czochralski method and illustration of the
different steps

long process time, making the melt warmer and less stable. A fast growth rate
may cause structural loss in the crystal. If the temperature is too high, the
diameter becomes too small, and if too low, the diameter becomes too large.
Variations in the interface shape during the transition from crown to body can
lead to structural loss. Therefore, a slow increase in diameter at the crown
is important for a smooth transition from crown to body. When the desired
diameter is reached, the pulling speed increases rapidly, forming the shoulders
and then the body. The Czochralski process continues with a constant seed
speed, forming the body as a cylinder with a constant diameter. [12, 29, 26]

When the body reaches the desired length, the pulling speed and temper-
ature increases to form the so-called tail at the end of the body. During this
phase, the diameter gradually decreases until the crystal separates from the
melt. If the diameter of the crystal is not properly controlled during the tail
formation, it can lead to crystal dislocations. These dislocations in the tail can
adversely affect the quality of the wafers produced during the body stage. [12]
[30].

2.2.1 Remelting of Cz Silicon

If structure loss is detected by the operator, the silicon ingot will be remelted.
When structure loss occurs in the early stages of growth, the grown part is
remelted. However, if it occurs at a later stage, growth is stopped, and the failed
part is cut off [13]. Figure 2.7 illustrates the remelting process: 1) the seed is
pulled upwards from the molten silicon, 2) the pulling process continues, 3)
structure loss is detected and the ingot is remelted, 4) the ingot is melted up to
the neck, allowing the pulling process to restart.
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Figure 2.7: Description of the remelting process.

2.2.2 Impurities and Defects in Cz Silicon

Impurities are substances that affect another substance and its properties; they
can be added intentionally or unintentionally. In Czochralski silicon, multiple
impurities can arise. The most common unintentional impurities are oxygen
and carbon, while intentional impurities are dopant elements like boron and
phosphorus. Defects in Czochralski silicon can lead to structural loss in the
crystal, resulting in the transition from mono-crystalline to multi-crystalline
[31, 32].

Hoshikawa and Huang describe in [33] that there are four stages of oxygen
transportation in the Czochralski silicon crystal growth: (1) oxygen dissolution
from the quartz crucible, (2) oxygen incorporation within the silicon melt, (3)
evaporation from the melt as SiO, and (4) oxygen incorporation into the crystal.
Several factors play a role in oxygen transportation, including thermal stress,
doping, and argon pressure.

Oxygen is incorporated into the crystal during the Czochralski crystal
growth process. It often enters the melt from the dissolving quartz crucible
wall, where it either integrates into the crystal or evaporates from the melt as
Si0. If oxygen enters the melt, the concentration will be lower than the solu-
bility due to the percentage that evaporates as Si0. Studying the transport of
impurities is important to identify regions where impurity deposition can cause
difficulties and to avoid undue deposition above the melt surface. According
to [34], only 1% of the SiO transported into the melt is incorporated into the
crystal. This indicates that a large amount of SiO evaporates into the furnace’s
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environment.

During dissolution from the silica crucible, the silicon melt dissolves SiO»
and absorbs its oxygen. Factors such as temperature and material density define
the dissolution rate. Due to the flow pattern of thermal convection, a fraction of
the oxygen will evaporate from the silicon melt. Temperature and atmospheric
pressure are decisive factors for the oxygen evaporation rate. According to
Hoshikawa and Huang [33], argon pressure affects the oxygen evaporation
rate and oxygen transportation in an experimental sample. However, it is men-
tioned that argon pressure will not significantly affect oxygen transportation in
practical Czochralski silicon crystal growth due to the limited range in which
argon pressure can be adjusted.

Various studies have detected a relationship between oxygen content and
the available melt surface. When the crystal diameter is small (< 125 mm),
oxygen evaporation is very sensitive to changes in diameter. Once the crys-
tal reaches its desirable diameter for the body process, oxygen evaporation
remains nearly constant. This indicates that oxygen content increases during
the crown process of crystal growth because the melt area is large, causing
a significant amount of oxygen to evaporate. However, when the diameter is
large, it covers a substantial melt area in the crucible, resulting in more oxygen
being incorporated into the silicon ingot. [35].

2.3 Supervised Learning

Machine learning algorithms can be trained using various methods and are
typically divided into two main types: supervised and unsupervised. This
thesis concentrates on the supervised learning method of machine learning
algorithms. Supervised learning models the relationship between known inputs,
referred to as features x;, and their corresponding outputs, commonly termed
targets y;. In contrast, unsupervised learning analyzes data based solely on
input data without predefined labels.

In Figure 2.8, classification and regression are depicted as the two principal
types of supervised machine learning. Classification involves algorithms that
learn from data to predict categorical outcomes. The classification algorithms
used in this thesis include logistic regression, random forest classifiers, and
neural networks, which will be discussed in detail in the following sections.
These algorithms often predict binary outcomes, such as “True” or “False,”
a process known as binary classification. In this thesis, the binary outcomes
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Figure 2.8: Key differences between supervised and unsupervised learning.
Inspired by [5].

will be ’non-structure loss” or ’structure loss.” However, if a classification
algorithm predicts more than two outcomes, it is known as multiclass classific-
ation. Conversely, regression analyzes data to predict continuous outcomes and
is commonly used to forecast variables such as sales figures, salary amounts,
body weight, or temperature readings. However, regression is not employed in
the analysis presented in this thesis.[36]

2.4 Logistic Regression

Binary logistic regression is a type of regression analysis where the dependent
variable is binary, meaning it can take on one of two possible values (e.g., O or
1, yes or no). The purpose of logistic regression is to model the relationship
between one or more independent variables and a binary outcome. It achieves
this by estimating the probability that a given input point belongs to a certain
category using the sigmoid function (also called the logistic function), which
maps predicted values to probabilities between 0 and 1. [37]

2.4.1 Sigmoid Function

Logistic regression has been one of the most preferred models for binary
classification because of its ease of implementing machine learning methods;
it works well with linearly separable datasets and provides valuable insights by
showing how relevant a predictor variable is. By letting X; denote the predictor
and y be the predicted output, the response can be modeled by the linear
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regression function:
E{y|x} =XB 2.1)

where the 8 are the model coefficients of (By+ Bi1 X1 + BoXo + ... + BuXn).
Predictions and their probability are mapped using a sigmoid function, which
involves an S-shaped curve that transforms any real number into a range
between 0 and 1, as seen in figure 2.9. The sigmoid function for logistic
regression is defined below;

(2.2)
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Figure 2.9: Sigmoid function graph.

The logistic or sigmoid function graph has the critical property of limiting
the output values between 0 and 1, regardless of the input x value. This property
guarantees that the output, which indicates the probability of a particular
observation belonging to a specific class, stays within a reasonable range for
probabilities. Therefore, by combining equations 2.1 and 2.2, the probability
that y = 1 given X can be defined as logistic function:

1
1 4+ = (Bo+BiXi+B2Xo+...4-BrXn)
In logistic regression, the decision rule is based on the output of the Sigmoid
function. If the output is greater than 0.5, the observation is classified as class
1 (positive); if it is less than 0.5, it is assigned to the negative class (0). This

P(Y=1|X)=

(2.3)
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decision boundary at 0.5 simplifies the binary classification task by dividing
the probability space into two distinct regions corresponding to the two classes.

The logistic regression model uses the logistic function to model this
probability. However, instead of modeling the probability directly, logistic
regression models the log-odds (logit) of the probability. The log-odds is the
natural logarithm of the odds of the event occurring, where the odds are defined
as the probability of the event occurring divided by the probability of the event
not occurring. The log-odds are modeled as a linear combination of the inde-
pendent variables (predictors). This means that the relationship between the
independent variables and the log-odds is linear.

The linearity assumption is crucial because it simplifies the estimation of
the model parameters and the interpretation of the coefficients. Each coefficient
Bi represents the change in the log-odds of the outcome for a one-unit change
in the corresponding predictor X;, holding all other predictors constant. If the
linearity assumption holds, the relationship between each predictor and the log-
odds is straightforward and additive. This allows for a clear and interpretable
model. However, if the relationship is not linear, the model may not fit the data
well, leading to biased estimates and incorrect inferences. [38]

2.4.2 Parameter estimation

In binary logistic regression, the model parameters are estimated using a
method called Maximum Likelihood Estimation (MLE). MLE is a statistical
technique that identifies parameter values that make the observed data most
probable. MLE determines the values that maximise the likelihood function,
which measures the probability of observing the given set of data under various
parameter values.

Let y; denote the observed outcome for the i-th observation and p; the
predicted probability that ¥; = 1. The likelihood function L(f) for a dataset of
n observations is given by:

L(B) =T TP = 1X) )

i=1

Given that y; can be either O or 1, this expression can be rewritten as:

H 57 (1 — py) (2.5)
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For computational simplicity, the log-likelihood function, which is the
natural logarithm of the likelihood function, is often used:

n

((B) =Y [yilog(pi) + (1 —yi)log(1— p;)] (2.6)
i=1

Maximising the log-likelihood function, ¢(f3), is mathematically equivalent
to maximising the likelihood function L( ), but computationally more straight-
forward due to the properties of logarithms. Through iterative adjustments, the
parameter estimates are refined to align the predicted probabilities p; as closely
as possible with the observed outcomes y;. This convergence process identifies
the parameter values that best fit the data, ensuring the model’s predictions
are as accurate as possible within the logistic regression framework. The final
parameter estimates thus maximise the likelihood of observing the outcomes,
making them the most probable given the independent variables. [39]

2.4.3 Scikit-learn

Scikit-learn is an open-source machine learning library that features various
classification, regression, and clustering algorithms, including logistic regres-
sion. It is built on top of NumPy, SciPy, and matplotlib, and is designed
to interoperate with other Python libraries. Scikit-learn’s logistic regression
implementation is robust, efficient, and easy to use, providing a convenient
interface for performing logistic regression. Further details about Scikit-learn’s
implementation of logistic regression, including specifics about package details
and parameters, can be found in [40].

2.5 Random forest

Random Forest is a versatile and powerful machine learning algorithm ex-
tensively used for both classification and regression tasks. It is part of the
ensemble learning methods family, which improves accuracy and robustness
by combining the predictions of multiple models. Developed by Leo Breiman,
random forest builds on the concept of decision trees. It creates a ‘forest” of
numerous trees and aggregates their results, details of which will be elaborated
below [41].

2.5.1 Decision tree

Decision trees are the building blocks of the random forest algorithm, which
has a hierarchical tree structure consisting of root nodes, branches, internal
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nodes, and leaf nodes. They provide a good representation of decision-making
and potential outcomes [42]. A single decision tree is the fundamental building
block of a Random Forest. The construction of a decision tree involves recurs-
ively splitting the dataset into subsets based on the values of the input features.
To select the best split at each node of the tree, the algorithm evaluates all
possible splits across all features to find the one that best separates the data.
The ’best’ split is usually determined by a metric such as Gini impurity, which
measures the impurity of a node. Lower values indicate a more homogenous
node and are calculated in Equation (2.7).

C
Gini(D) =1-Y p; (2.7)
i=1
where p; is the probability of class i in the dataset D.

Once the best split is found, the dataset is divided into two subsets, and
the process is repeated recursively for each subset. This creates a hierarchical
structure of nodes and leaves. The recursion continues until a stopping criterion
is met, such as reaching a maximum tree depth, having a minimum number
of samples at a node, or if no further information gain can be achieved. When
the stopping criteria are met, a leaf node is created. In classification, each leaf
node represents a class label, typically chosen by majority voting among the
samples in that leaf. In regression, the leaf node contains a numerical value,
typically the mean of the target values of the samples.[43]

Input Input

4

Figure 2.10: Random forest model merged together by two decision trees.
Inspired by [6].
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2.5.2 Ensemble learning

Ensemble learning is a powerful technique within machine learning, com-
bining the predictions of multiple individual models to create a more robust,
more accurate prediction. The basic concept involves merging the outcomes of
multiple models, for which the weaknesses of individual models can be com-
pensated, resulting in improved overall performance. The underlying principle
is that a diverse set of models, each prone to different errors, can collectively
achieve better results than any individual model on its own. Figure 2.10 shows
two decision trees merged together to form a random forest. [44]

Bootstrap aggregating (also known as bagging) is an ensemble learning
technique that improves the accuracy of any machine learning models, espe-
cially for predictions. It creates multiple versions of a predictor and combines
them to form an aggregated predictor. This process involves averaging the
outcomes for numerical predictions or using a majority vote system for class
predictions. The generation of multiple predictor versions is accomplished by
creating bootstrap replicates of the original dataset. These replicates serve as
new learning sets for training different versions of the model.

Using methods such as classification and regression trees and subset selec-
tion in linear regression, bootstrap aggregating has been shown to significantly
improve model accuracy in both real and simulated data sets. The effectiveness
of bootstrap aggregating lies in the instability of the prediction method. If
small changes in the dataset can cause significant variations in the constructed
predictor, then bootstrap aggregating can enhance accuracy. The reduction in
overfitting and variance that is achieved through the use of bootstrap aggrega-
tion results in the generation of a more robust model. [45]

In addition to bootstrap aggregating, random forest introduces an additional
layer of randomness to further reduce correlation between trees and enhance
model performance. This is achieved by selecting a random subset of features
for each split in the decision trees. At each node, instead of considering all
features to determine the best split, a random subset of features is chosen. The
size of this subset is controlled by the hyperparameter max seatures. The best
split is then determined only from this subset, rather than the full set. This
random selection of features aids in decorrelating the trees, as different trees
are likely to consider different features for splits, leading to a diverse ensemble
of trees. This diversity is crucial for the ensemble’s effectiveness. [6]
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2.5.3 Averaging and Voting

The final prediction of a Random Forest model is derived by averaging the
predictions of all individual decision trees within the forest. In classification
tasks, each tree outputs a class prediction, and the class receiving the majority
of votes across all trees is selected as the final prediction. This majority voting
mechanism enhances the model’s accuracy by capitalizing on the collective
decisions of multiple trees, thereby reducing potential errors from any single
tree. For example, if three trees predict class 0 and two trees predict class 1,
the final prediction will be class 0, as it represents the majority. [46]

2.5.4 Scikit-learn

The Scikit-learn library can be used to implement the random forest algorithm,
where the same library is used for logistic regression as explain in subsection
24.3.

Scikit-learn’s implementation of random forest is both robust and user-friendly,
allowing for easy application and experimentation. Further details about Scikit-
learn’s implementation of random forest, including specifics about package
details and parameters, can be found in [47].

2.6 Neural network

Neural networks are widely used in modern machine learning and artificial
intelligence, inspired by the structure and function of the human brain. They are
designed to recognize patterns, make decisions, and solve complex problems
across various domains such as image recognition, natural language processing,
and predictive outcomes. A neural network consists of interconnected layers of
nodes, or neurons, where each connection represents a weighted link between
neurons. The basic building block of a neural network is the perceptron, which
simulates a biological neuron by receiving input, processing it, and generating
an output. These neurons are organized into layers: the input layer, one or more
hidden layers, and the output layer [48]. All these concept will be explained in
more detail below.

2.6.1 Artificial neuron

Artificial neurons (often called perceptrons or nodes) are the building blocks
in a neural network, inspired by the biological neuron cells in the human brain.
Each artificial neuron functions as a connection point in an artificial neural
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network, capable of taking input from other neurons and forwarding output to
other neurons in the network. The similarity between artificial and biological
neural networks lies in the connections between the neurons, which are defined
by synaptic weights. These weights signify the importance of each connection.
Learning occurs when new information is fed into the network, causing the
synaptic weights to change. [48]
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Figure 2.11: [llustration of the structural and functional similarities between
biological and artificial neurons. Inspired by [7].

Figure 2.11 compares biological and artificial neurons. A biological neuron
consists of dendrites, a cell body, and an axon. The biological neuron receives
input through dendrites, which transmit it to the cell body. The output is gen-
erated in the cell body and transmitted down the axon, which then sends it to
neighbouring neurons via the synapse connection. The artificial neural network
operates on the same principle as a biological neural network, where output is
generated and transmitted to adjacent neurons.

An artificial neural network (ANN) is built up by layers of artificial neurons,
typically consisting of an input layer x, one or more hidden layers (s!, s?,s"),
and an output layer f(x;0). The artificial neuron will often receive input from
multiple inputs, as seen in figure 2.11. The input x,, is a set of weighted input,
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described with equation 2.8;
(wixp +woxp + ... + wyxy) (2.8)

Each artificial neuron has its own specific weight and threshold. Whether
the data is passed to the next layer is determined by whether the neuron’s
output exceeds the threshold. Therefore, by using equation 2.8 we get a linear
model;

f(x;0) = (wixg +woxp + ...+ wpx,) +b (2.9)

Here, the weighted input w,, gets added with a bias constant b to form the
summing junction; the bias has its own weight with each connected neuron.
The result from the summing junction is then passed through an activation
function that produces an output. The activation function is a transfer function
that determines the output the neuron should produce based on the input. It also
introduces nonlinearity, which enables the network to learn complex patterns
in data. [7]
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Figure 2.12: Illustration of a neural network with input layer, hidden layers
and output layer. Inspired from [8].

Hidden layers in an artificial neural network are layers that provide inform-
ation between the input and output layers, as seen in figure 2.12. Depending
on the problem, multiple hidden layers can be present. If there are not enough
hidden layers, the network will fail to learn. Conversely, if there are too many
hidden layers, the network will have the risk of overfitting. The connection
between layers when passing data from one layer to the next layer defines the
network as a feedforward network.
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2.6.2 Multilayer perceptrons

A Multilayer Perceptron (MLP) is a feedforward neural network consisting
of neurons controlled by a nonlinear activation function. An artificial neural
network can only handle linear functions and has a limited ability to handle
complex problems. With MLP, it can be used to handle non-linear functions
and process complex and large amounts of data.

MLP is commonly used in image recognition, natural language processing,
and speech recognition. MPL is known for its flexibility in structure and its
ability to recognize functions under certain conditions. This makes MPL an
essential building block in deep learning. Multilayer perceptrons have the
same key components as a neural network, such as an input layer, hidden
layer, output layer, weights, a bias neuron, and an activation function. [49] By
introducing the equation 2.9, a general neuron processing unit can be described
as;

a=¢() wnxn+Db) (2.10)

where the ¢ is the non-linear activation function, and a is the unit’s activation.
To describe the MLP computations mathematically, various units of the network
need to be considered for all three key layers: input units, hidden units, and
output units;

BV = oY wVx, + )
12 = oY w@nll 1+ 52 2.11)

yi = ¢(3)(Zwl(3)h’(12) +b§l3))

where as before the input unit as x,,, the activation of the output unit as
v, the hidden layer is expressed as hl(n
functions. The three equations in 2.11 show how the network is connected
with the units in the previous layer, and where each layer has its own activation

function [50].

) and ¢(”) is defined as the activation

2.6.3 Activation functions

Activation functions are an important component in MLP neural networks. As
mentioned above, the activation function determines the output that will be
passed on to the next neural layer. The activation function processes the input
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signal to generate an output, which is then further processed in the network.
Without an activation function, the model would only be a simple linear regres-
sion function of the input. This is why MLPs can handle large amounts of data
and learn complex patterns. The most common activation function for binary
classification is the Sigmoid activation function.

The Sigmoid function is widely used due to its combination of both non-
linear and differentiable. It is crucial for the hidden layers to have a non-linear
activation function. Without the non-linearity in the hidden layers, the neural
network would only have linear transformation between layers. In such a case,
the MLP network could be replaced by an equivalent single-layer network.
The differentiable property is required by the backpropagation algorithm. [51]

The Sigmoid function has some disadvantages. Firstly, the network can
suffer from the vanishing gradient problem, which occurs when the input to the
Sigmoid function is close to O or 1. In this case, the gradient is close to zero,
leading to an unstable training process for the network. Secondly, the Sigmoid
function gets saturated for large positive and negative values. This means that
the gradient becomes close to zero for these values. Consequently, when the
output is very close to 0 or 1, the weight updates during training become very
small, resulting in a slower learning process for the model.[52]

2.6.4 Training the multiplayer perceptrons network

Training the MLP network is a complex process performed in a supervised
machine learning context where each feature has a label for classification. The
network learns patterns and relationships in the input data to predict the class
to which the feature belongs. The backpropagation algorithm is used for this

purpose.

The backpropagation algorithm is based on iteratively adjusting the weights
within a neural network to minimise the difference between predicted outcomes
and actual observations. This process begins by computing the error at the
output layer of the network. The error is then propagated in reverse through
the network, layer by layer, from the output layer to the input layer. The goal is
to update the weight parameters for all layers by using the error gradient with
respect to each weight. This iterative process aims to systematically reduce the
overall error of the neural network by refining the weight values from the final
layer back to the first, thereby optimising the network’s predictive accuracy.
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2.6.5 Scikit-learn

The Scikit-learn library also provides an easy to use implementation for build-
ing and training a neural network for classifications tasks, called MLPClassifier.
MLPClassifier are based upon the multilayer perceptron (MLP) structure in a
feedforward artificial neural network (ANN), consist of at least three layers;
an input layer, one or more hidden layers, and an outputlayer. Further details
about the Scikit-learn’s implementation of MLPClassifer, including specifies
about pachage details and parameters, can be found in [53].

2.7 Hyperparameters tuning

In machine learning development, each dataset and model requires a unique
set of hyperparameters, which are critical variables that significantly impact
model performance. Hyperparameter tuning is the process of experimentally
testing various combinations of these parameters to refine the model’s accuracy
and effectiveness. This process is conducted before training begins to ensure
optimal settings. Each machine learning algorithm requires specific hyperpara-
meter adjustments tailored to the model’s objectives; for example, the number
of trees in random forests, the learning rate in gradient boosting machines, and
the number of hidden layers in neural networks. The two most commonly used
techniques for hyperparameter tuning are grid search and random search.

Grid search is a systematic approach to hyperparameter optimization that
involves defining a set of possible values for each hyperparameter of interest.
The algorithm then trains models using every possible combination of these
values. Each model configuration is evaluated against a predetermined metric
to assess performance. This exhaustive method ensures that all possible com-
binations are explored, enabling the identification of the hyperparameter set
that yields the best performance according to the selected evaluation metric.

One significant drawback of grid search is its tendency to become com-
putationally intensive and time-consuming, especially when determining the
optimal combination of hyperparameters. The method’s exhaustive nature
involves evaluating every possible hyperparameter combination, which can
lead to the generation of numerous model variations.

Random search differs from the grid search approach by using a distinct
strategy for hyperparameter optimization. Instead of specifying a list of dis-
crete hyperparameter values for examination, random search requires defining



2.8 Cross validation 29

statistical distributions for each hyperparameter of interest. The optimization
algorithm then samples values from these specified distributions. This method
introduces randomness into the selection process, which can lead to a broader
and potentially more innovative exploration of the hyperparameter space. It is
particularly effective when dealing with a high-dimensional space or when the
optimal hyperparameter values are unknown. Focusing on randomly selected
points rather than an exhaustive combinatorial search provides a more efficient
search process. [54]

Random search is often more efficient and effective than grid search be-
cause only a few hyperparameters significantly impact a model’s performance
on a given dataset. Sampling from predefined statistical distributions allows
random search to explore a wider range of values for these critical hyperpara-
meters more quickly and broadly than grid search. [55]

2.8 Cross validation

Cross-validation is a statistical technique used in machine learning to evaluate
the performance and generalizability of a model. It helps to ensure that the
model’s predictions are reliable and not overly fitted to the training data. Figure
2.13 shows how the entire dataset is divided into 5 subsets or ’folds”. The
model is then trained on k-1 folds, and tested on remaining fold. This cycle
is repeated k times, each iteration using a different subset for test set. Upon
completing these iterations, the outcomes from each validation phase are
combined to calculate an average performance metric. This averaged result
provides a more reliable estimate of the model’s predictive accuracy. Cross
validation is essential in the machine learning framework because it helps
verify that the final model is both robust and able to generalize to unseen data
effectively. [56]

2.9 Model evaluation

Model evaluation involves using various metrics to assess the strengths and
weaknesses of a machine learning model. The most commonly used metrics for
measuring the performance of a classification model are accuracy, precision,
confusion matrix, and AUC (area under the ROC curve). These metrics provide
insight into the model’s performance and help compare different models.
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5

Figure 2.13: Illustration of how the cross validation technique works. Inspired
by [9].

In binary classification, the outcome usually consists of a prediction. There-
fore, to accurately enumerate both correct and incorrect predictions, it is
necessary to clarify the various possible outcomes: True Positive (TP), True
Negative (TN), False Positive (FP), and False Negative (FN). TP refers to a
positive prediction that is correctly classified, TN refers to a negative prediction
that is correctly classified, FP refers to a positive prediction that is incorrectly
classified, and FN refers to a negative prediction that is incorrectly classified.
[57]

2.9.1 Accuracy

The accuracy score represents the proportion of correct predictions made by
the model out of all predictions attempted. The accuracy score is defined as;
TP+TN

Accuracy = (2.12)
TN+TP+FP+FN

In the event that the data is imbalanced, the accuracy score may be found to be
misleading. This is due to the fact that the model can be highly accurate when
the majority of the input data belongs to the same class.

2.9.2 Confusion matrix

The confusion matrix is a visual tool that represents the four outcomes of a
classifier: True Positive (TP), True Negative (TN), False Positive (FP), and
False Negative (FN). For binary classification, the confusion matrix in Table 2.1
is structured as a 2x2 matrix that categorizes predictions as correct or incorrect,
where the x-axis represents the predicted class and the y-axis represents the
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actual class. A TP outcome indicates that the model correctly predicted the
positive class. Conversely, an FP outcome means that the model incorrectly
predicted an instance as positive. A TN outcome reflects correct predictions
of the negative class, and an FN outcome signifies that the model incorrectly
labeled an actual positive instance as negative. In this thesis, ingots with struc-
tural loss are labeled as the positive class (y=1), and those without structural
loss are labeled as the negative class (y=0).

Table 2.1: Representation of a 2x2 confusion matrix.

Actual \ Predicted ‘ Negative Positive

Negative TN FP
Positive FN TP

2.9.3 Precision

Precision is defined as the proportion of true positive cases (TP) to the total
number of cases identified as positive by the model, which includes both true
positive and false positive cases (TP + FP), as shown in equation 2.13. It
quantifies the accuracy of the model in predicting positive outcomes.

TP
Precision = ———— (2.13)
TP+FP

2.9.4 Recall

Recall is the metric that assesses the proportion of actual positive cases accur-
ately classified by the model. It is calculated as the ratio of true positive cases
(TP) to the total actual positive cases, which is the sum of true positive cases
and false negative cases (TP + FN). This measure reflects the model’s ability
to capture all relevant instances.

TP
Recall = —— (2.14)
TP+FN

2.9.5 F1-score

The F1 score is a widely used metric for evaluating the performance of bin-
ary classification models, especially in scenarios where there is an imbalance
between classes. It represents the harmonic mean of precision and recall.
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Achieving an F1 score of 1 signifies that the model has attained perfect pre-
cision and recall, reflecting its exceptional accuracy in correctly classifying
instances.

Fl—>2 Precison - Recall

. 2.15
Pressiosn + Recall ( )

2.9.6 AUC-ROC curve

The Receiver Operator Characteristic (ROC) curve is a graphical representation
used to evaluate the performance of binary classification models. It displays
the true positive rate (TPR), also known as sensitivity, against the false positive
rate (FPR), or 1-specificity, at different classification thresholds. This curve
helps to assess the trade-off between sensitivity and specificity, allowing for
the identification of an optimal balance for decision-making thresholds in the
model. [58]

The Area Under the Curve (AUC) is a statistical metric that summarizes
the Receiver Operator Characteristic (ROC) curve. Its values range from O to 1,
with a score of 1 signifying flawless prediction or classification, distinguishing
perfectly between positive and negative classes. Conversely, a score of 0
denotes complete misclassification, where positive cases are predicted as
negative and vice versa. An AUC score of (.5 indicates that the model’s ability
to classify instances accurately is equivalent to random guessing. [59]

2.9.7 Cross-Entropy loss

The cross-entropy loss, also known as the log loss, is a loss function employed
in machine learning to assess the efficacy of a classification model. The cross-
entropy loss function is employed to assess the discrepancy between the
predicted probability distribution and the actual label. This loss function is
particularly sensitive to incorrect predictions that are made with a high degree
of confidence. For example, if a model predicts a high probability for a class
that is incorrect, the loss function will increase significantly. The cross-entropy
loss function ranges from O to infinity. A perfect model would have a cross-
entropy loss of 0, while a model that is consistently incorrect and confident

would have a very high loss. Cross-entropy loss function is given by Equation
2.16; [60]

1 N
Log Loss = Y Y [vilog(pi) + (1 —yi)log(1 — p;)] (2.16)
i=1
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where N is the number of observations, y; is the actual label (0 or 1), and p; is
the predicted probability of the label being 1.
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Chapter 3

Introduction to the Data and
Datasets

This chapter provides a concise overview of the data used in this thesis, laying
the groundwork for effective machine learning model development and analysis
in the Czochralski process. Initially, we describe the sources and characteristics
of the collected data, which encompass critical parameters such as ingot
diameter, ingot length, seed speed, and heater power. These parameters are
essential for understanding the factors influencing the quality of silicon ingots.
Therefore, a section on data understanding is included to explore the initial
insights gained from the data in all four regions of the ingot: neck, crown,
shoulder, and body. Lastly, an overview of the preparation steps is presented,
including data cleaning, handling missing values, and standardising, to ensure
the data is ready for analysis

3.1 Data Overview

The data utilised in this thesis were provided by NorSun and comprise approx-
imately 1449 files. Each dataset corresponds to a distinct Czochralski (Cz)
process, with data points recorded at one-second intervals from the onset of
the neck until three hours after the crown commences. Approximately 75%
of the datasets correspond to ingots that have not experienced any structural
loss, while 25% relate to ingots that have undergone structural loss, as indic-
ated by the filenames. All datasets consistently include four parameters: ingot
diameter, ingot length, seed speed, and heater power. Additionally, a column
in each dataset indicates the stage of the Cz process—neck, crown, shoulder,
or body—identified by numeric codes: neck (170), crown (180), shoulder
(190), and body (200), as depicted in Figure 3.1. It is important to note that
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if structural loss is identified in the crown, subsequent state numbers are not
recorded.

State: 170

State: 180

T state: 190

State: 200

Figure 3.1: Schematic of the ingot-pulling process showing various stages
identified by state numbers: neck (170), crown (180), shoulder (190), and body
(200). These stages correspond to distinct phases in the dataset, facilitating
targeted analysis at each phase of the Czochralski process.

A unique identifier was attached to datasets to mark instances of structural
loss, as identified by operator in the ingot. Should intervention be necessary
to disrupt the process, the remelting procedure would commence. For the set
of datasets used in this thesis, Figure 3.2 illustrates the distribution of ingots
exhibiting structural loss and the diameter interval at which it was detected.
From the datasets, approximately 59% of the ingots showed structural loss in
the crown, while 41% exhibited structural loss post-crown. In total, structural
loss was detected in 363 ingots during the pulling process.
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B Structure loss occurred after crown

100 I Structure loss occurred in crown

Number of ingots with structure loss

100 150
Diameter at SL [mm]

Figure 3.2: Frequencies of structure loss occurrence across ingot diameter.

Each dataset had a distinctive filename containing information about the
Cz process. For instance, a filename could be crownA4PU82_F . csv. Here, the
letter A denoted the run number, A being the first crucible; subsequent runs
with the same crucible were designated as B, C, and so forth. A new ingot
ID was generated when a new “run” (i.e., a new crucible) commenced. The
value ’4’ represented the run number. "PU’ signified the puller, with the puller
number being 82. NorSun provided data from eight distinct pullers with ID
numbers (PU80-PUS8S). To denote if structural loss had occurred during the
pulling process, the filename was suffixed with ’_F’; datasets without structural
loss did not include this notation.

3.2 Data Understanding

In order to comprehend the functioning of the data delivered by Norsun, it is
necessary to provide a detailed explanation of each step of the process.

Stabilization: The operator must adjust the heat power to control the melt
temperature. Then, the operator dips the seed into the melt and waits for about
30 minutes until a meniscus is observed. The operator will then characterize
the meniscus as too cold or hot. If the meniscus is too cold, the temperature
will be increased by 1-2 degrees (units), and wait for about 20-30 minutes.
When the meniscus has the correct temperature, the neck will form. Here, the
diameter will be about 12mm.

Pre-neck: Seed speed will be set to a fixed value (e.g. 2mm/min) for a specific
period (e.g. 10min). Here, the goal is to reduce the diameter and estimate
whether the temperature is too cold or hot. If it is too hot, the diameter will
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descend more than expected. If the diameter drops less than expected, it is a
sign that the melt is too cold. After the pre-neck, the process will go over to the
neck; here, the temperature setpoint will be changed according to the diameter
changes done in the pre-neck. In cases where the diameter descends more than
expected, the temperature setpoint will decrease.

Neck: The crystal length data will be reset to zero, and the automatic diameter
control (ADC1) will be turned on. ADCI tries to keep a setpoint diameter by
adjusting the seed speed and uses observation from the diameter to follow a
desired target diameter trajectory. Now, the ADC2, which regulates the tem-
perature in the outer loop in the crucible, is turned on. If the seed speed is
too high, it indicates that the melt is too cold, and therefore the setpoint for
temperature increases. When the diameter descends below the lower limit, the
accumulated limit (AL) starts and must reach a given length (e.g. 100mm).
As long as the diameter is within the limit, it is the approved length. When
the diameter exceeds a limit, the integration stops. Then, the diameter must
descend to the lower limit to start telling again.

A good neck grows fast and thin because dislocation has narrow mobility.
Then, the dislocation will grow out from the side of the neck and, with time,
be excluded from the material. It’s good to have a high seed speed, but also a
risk for “pop-out”; the neck is pulled out of the melt. When the neck becomes
very thin, increasing the diameter takes a long time. This is because the heat
generated when silicon freezes must be pushed up along a thin neck. Usually,
the neck is longer than what is needed to be sure that it is dislocation-free. A
long neck can also act as a temperature sensor because the system responds
to heater temperature changes relatively slowly. The temperature at which the
crown phase could begin should be accurate to within one degree [12]. When
the AL has reached a desired length, it will automatically go over to the crown.

Crown: Again, the crystal length will be reset to zero. At this stage, the goal
is to increase the diameter from a dislocation-free neck to a defined diameter
close to the body diameter. This happens by following a table, which means
all parameters will be the same for all crowns unless the operator adjusts the
process except the diameter, which results from everything else. Too slow
growth rate decreases the length and increases the probability of structure loss
due to the melt being warmer and less stable than ideal. A growth rate that is
too high can also result in structure loss caused by the melt being too cold. A
large diameter in the crown means that the melt must be cooler. This is why
there is a steady decrease in the heater power during the crown process [12].
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For the crown, the diameter is used as a trigger for ending the crown; this
implies that the length of the crown will also vary. When the diameter has
reached the trigger, it will automatically go over to the shoulder.

Shoulder: The crystal length will again be reset to zero. In the shoulder pro-
cess, the goal is to reach the body diameter, which means it has to be reduced
by a small amount. This is done by increasing the seed speed, but it is also
essential to have a low level of seed speed due to the risk of the diameter
growing inwards during body growth. The shoulder also has a diameter trigger
before processing over to the body.

Body: Crystal length is reset to zero, and now the diameter control ADC1 and
temperature control ADC?2 are used to get the desired growth rate. The ADCI1
controls the diameter through a fast seed speed. A temperature drop is usually
needed in the transition from shoulder to body.

3.3 Labeling

Correct labeling is a crucial concept in machine learning to ensure that the clas-
sifier assigns the correct class during model training. In binary classification,
there are only two labeling classes. For this thesis, ingots without structural
loss are labeled as °0’, and those with structural loss are labeled as ’1°. Each
dataset received its label based on its filename, as mentioned in Section 3.1.

3.4 Data Preparation

Data preparation involved manipulating or removing data from each dataset
prior to its integration into the machine learning model to enhance perform-
ance quality. This included handling NaN values and correcting errors in the
data that could degrade predictive performance. For handling missing data
in datasets the SimpleImputer class from the sklearn. imputer module is
used, where it replaces missing values with the mean of the column [61].

As mentioned in Chapter 3.1, when the operator needed to intervene and
disrupt the process, the remelting process would begin, causing the seed speed
to reverse, resulting in a negative seed speed value. Therefore, it was necessary
to remove the data recorded after the occurrence of structural loss.
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The datasets were divided into segments corresponding to the neck, crown,
shoulder, and body, enabling individual inspection of each ingot region. This
segmentation was facilitated using the ’state’ column, as illustrated in Figure
3.1. For example, data for the crown were extracted between state numbers 180
and 190. This method allows for predictions to be made for each region of the
ingot and facilitates an investigation into which region the machine learning
models perform best. Each region was segmented into second intervals, and
owing to the varying lengths of the regions, they were investigated across
different intervals. More details on this will be explained in Section 4.4. This
segmentation strategy enabled determination of the periods during which the
model exhibited optimal performance.

However, during the splitting of the ingot into segments, certain rows at the
beginning, and the end had to be removed due to potential misleading values,
particularly in the ingot length parameter. For instance, when isolating crown
datasets, the initial row of the length parameter often exhibited significantly
larger values compared to the remainder of the dataset. This discrepancy likely
stemmed from the length parameter being reset during the transition to a new
ingot region, leading to inclusion of length values from the preceding phase.
Therefore, it was necessary to remove the first two rows in each dataset when
splitting the ingot into segments.

In Subsection 3.2 it was mentioned that the ingot length was reset to zero
at the transition from one ingot region to another. To create more realistic data,
it was decided to adjust to a cumulative length throughout the entire ingot.
This adjustment was achieved by adding the current length to the last recorded
length from the previous region. For example, the cumulative length in the
crown was calculated by adding each value in the ingot length column to the
final ingot length value from the neck.

In the end, StandardScaler() from sklearn.preprocessing in py-
thon was used to standardize the variables of each datasets by subtracts the
mean value of each variables. This centers the data around zero, ensuring that
the mean of each feature is zero. It ensures that all variables contribute equally
to the model by having the same scale.



Chapter 4

Methods and Machine Learning
Models

This section outlines the selection of machine learning models and the pro-
cedure for enhancing these models through the adjustment of the data input.
Additionally, the model can be employed to estimate the potential time savings
that may be achieved based on its predictions.

4.1 Models

Three different machine learning algorithms were chosen for comparison as
binary prediction models: logistic regression, random forest, and deep learn-
ing (neural network). These selections were made because each algorithm is
constructed differently, as clarified in Chapter 2. The Scikit-learn modelling
library was utilised for all three algorithms to conduct predictions.

Logistic regression was opted for as it is a widely used supervised machine
learning algorithm for binary classifications. Its simplicity in implementa-
tion, ease of comprehension, and relatively good predictive performance were
key factors. Details of logistic regression’s operation are outlined in Chapter
2.4. The logistic regression modelling employed the LogisticRegression()
function imported from the Sklearn.linear_model sub-library.

Random forest was selected for its ensemble method, which aggregates
predictions from smaller models, typically decision trees, as described in
Chapter 2.5. Random forest demonstrates effectiveness with large and in-
tricate datasets while mitigating overfitting. Modelling random forest en-
tailed using the RandomForestClassifier () function imported from the
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Sklearn.ensemble sub-library.

Neural network algorithms, built upon multilayer perceptrons, offer a
distinct approach from logistic regression and random forest, as elaborated
in Chapter 2.6. Neural networks excel in handling non-linearity and feature
interconnections, making them adept at processing voluminous and complex
data. When modelling the neural network, the MLPClassifier () function
from the Sklearn.neural_network sub-library was utilised.

4.2 Feature Extraction

Features are the input variables used to predict the target variable in a model
and are crucial in determining the performance and accuracy of the predictive
model. They are attributes or properties of the data that describe observations
within a dataset. Each feature represents a dimension in the data, collectively
defining the space in which the data points reside. Feature extraction involves
selecting and transforming raw data into features suitable for modeling [62].
The features for extraction were chosen based on the data discussed in 3.2.
Each region of the ingot possesses its distinct features, which are detailed in
Tables 4.1, 4.2, 4.3 and 4.4, along with the name and description of each feature.

Table 4.1 presents the features for the neck. Here, the parameters were
examined both individually and in correlation. No observable differences were
noted when comparing the features between ingots with and without structural
loss. Hence, there is no need to include figures for the feature comparison.
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Table 4.1: Feature Descriptions for the neck.

Feature Name

Explanation

Heater Power Stability

Variance of heater power, in-
dicating stability or fluctu-
ation.

Diameter Adjustment Frequency

Count of diameter direction
changes, reflecting adjust-
ment frequency.

Seed Speed Heater Power Ratio

Mean ratio of seed speed to
heater power, indicating pro-
cess balance.

Rate Change Heater Power

Mean absolute change in
heater power, highlighting
adjustment frequency and
significance.

Rate Of Change Length Per 30Sec

Average rate of length
change per 30 seconds,
indicating growth speed.

Cumulative Length Growth

Total length growth over the
observation period, indicat-
ing overall growth.

Average Rate Diameter Change

Average rate of diameter
change, indicating diameter
evolution.

Seed Speed Diameter Change Correlation

Correlation between seed
speed and diameter changes,
indicating the effect of seed
speed adjustments.

Heater Power Diameter Change Correlation

Correlation between heater
power and diameter changes,
indicating the impact of tem-
perature control.
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Table 4.2 displays the feature calculations for the crown; here, the para-
meters are individually examined and correlated. A key distinction for the
crown, compared to the neck, is the exclusion of the Seed speed parameter as
a feature. This exclusion is based on NorSun’s guidance that the seed speed
should remain relatively constant in the crown region.

Table 4.2: Feature Descriptions for the crown.

Feature Name ‘ Explanation

Stability Indicator Instances where heater power decreases and
diameter increases simultaneously.

Diameter Increase Rate ‘ Average rate of diameter change.

Length To Diameter Ratio Ratio of final length to final diameter, indic-
ating crystal shape and quality.

Diameter Increase Variability ‘ Standard deviation of diameter changes.

Length Change Rate Average rate of length change, showing
crystal growth speed.

Heater Power Variability Standard deviation of heater power
changes.

Total Heater Power Sum of heater power over the observation
period.

Total Diameter Increase Total increase in diameter over the observa-

tion period.

Energy Efficiency Indicator | Ratio of total heater power to total diameter
increase.
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Table 4.3 presents the features calculated in the shoulder region. The
shoulder phase of the pulling process is relatively quick yet complex, with
the goal of reaching the body diameter. Consequently, the majority of features
focus on the diameter when investigating the shoulder of the ingot.

Table 4.3: Feature Descriptions for the shoulder.

Feature Name

Explanation

Stability Indicator

Instances where seed speed decreases and
diameter increases.

Diameter Increase Rate

Average rate of diameter change, crucial for
reaching body diameter.

Length to Diameter Ratio

Ratio of final length to final diameter, indic-
ating shape and proportionality.

Diameter Variability

Standard deviation of diameter changes, as-
sessing stability.

Length Change Rate Average length change per time step during
the shoulder phase.
Seed Speed Variability Standard deviation of seed speed changes,

reflecting adjustment consistency.

Total Heater Power

Sum of heater power used, indicating energy
expenditure.

Total Diameter Change

Total diameter change during the shoulder
process.

Energy Efficiency Indicator

Heater power used per unit of diameter
change.

Seed Speed Adjustments

Sum of absolute changes in seed speed.
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Table 4.4 displays the features considered for the body phase, where
Chapter 2.2 notes that the seed speed remains relatively constant to control the
diameter. Consequently, the focus is placed on diameter control through speed
adjustments. Additionally, it is noted that a temperature drop occurs during the
transition from shoulder to body; therefore, changes in heater power will also
be examined.

Table 4.4: Feature Descriptions for the Body

Feature Name

Explanation

Seed Speed Response to Diameter | Responsiveness of seed speed changes
to diameter changes.

Heater Power Response Average change in heater power.

Diameter Control Efficiency Ratio of absolute diameter change to
absolute seed speed change.

Heater Power Drop Indicator Sum of all heater power changes dur-
ing the body phase.

Growth Rate Average diameter change during the
body phase.

4.2.1 Feature Importance

Feature importance scores, play a vital role in assessing the significance of in-
dividual features within a dataset when constructing a machine learning model.
Each of the three machine learning algorithms utilises unique methodologies to
ascertain the importance of each feature. Consequently, the relative importance
of features can differ between models. For simplicity, the feature importance
was evaluated for the interval with the best performance. The feature import-
ance plots can be seen in the Appendix A.

Logistic Regression

From the features listed in Table 4.1, it is observed that ’Rate change heater
power’ and ’Seed speed heater power ratio’ are the two features with the
highest importance. This indicates that changes in heater power are crucial
predictors, significantly influencing the model’s performance. Conversely, fea-
tures such as ’Cumulative length growth’ and ’Diameter adjustment frequency’
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have minimal impact on the model’s predictions. Consequently, they will be
removed to enhance the model’s performance.

The ”Diameter Increase Rate”, “Energy Efficiency Indicator”, and “Total
Diameter Increase” are the features exerting the most significant influence on
the model’s predictions in the crown, as listed in Table 4.2. Conversely, the
“Length to Diameter Ratio” appears to have the weakest impact on the model’s
predictions.

The features of the shoulder region are listed in Table 4.3. The two most
influential features identified are ”Total Heater Power” and ”Seed Speed Vari-
ability”. Conversely, "Diameter Increase Rate” and ”Total Diameter Change”
were found to have minimal impact on the predictions. In the body region, as
detailed in Table 4.4, ”Seed Speed Response to Diameter” is the most impact-
ful feature. "Growth Rate”, however, shows very low impact compared to the
other four features, suggesting that excluding ”Diameter Control Efficiency”
from the final predictive model could be beneficial.

Random Forest

When identifying the importance of features for the random forest in the
neck for those described in table 4.1. The analysis revealed that the two most
significant features were ”Seed speed heater power ratio” and ”Rate change
heater power” The feature with the least importance are "Diameter adjustment
frequency.”

Analyzing the crown with the features described in Table 4.2, it was found
that the "Energy Efficiency Indicator” was the feature with the highest import-
ance. "Heater Power Variability” and ”Total Heater Power” were found to be
the features with the least influence on the model, suggesting they should be
excluded when performing predictions.

For the features used in the shoulder region, as explained in Table 4.3, it
was identified that ”Total Heater power” and ”Length change rate” was the
features with the strongest influence on the predictions. *Energy efficiency
indicator’ was the feature with the least influence on the predictions. For the
features described for the body, in Table 4.4, it was found that ”Seed speed
response to diameter”, "Diameter control efficiency” and ”Growth rate” had
the highest importance, and ”Heater power response” was the least important
feature when performing predictions.
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Neural Network

When investigating the importance of the neck feature with the Neural network,
it was found that the "Cumulative length growth” and ”Average rate diameter
change” is the features with the strongest influence on the prediction model.
The “Rate change heater power” and "Heater power stability” features has the
weakest influence on the model of those listed in Table 4.1. For the crown,
”Total diameter increase” and "Diameter increase rate” was the feature with
the highest impact, while “Length change rate” had the least influence on the
predictive model.

For the features used in the shoulder region, the ”Total heater power” was
found to have the strongest influence, while the "Length to diameter ratio’ was
found to have the weakest influence. The ”Seed speed response to diameter”
has the strongest impact on the body, while the ”Diameter control efficiency”
has the least impact on the neural network model.

4.3 Optimising Data Selection

Optimising the selection of input data was crucial for achieving realistic and
accurate model performance. Adjustments were made to specifically extract
datasets relevant to the region under investigation, significantly enhancing
model predictions. For instance, selecting datasets where structural loss was
detected close to the region of interest led to notable improvements in perform-
ance and reliability. Various scenarios were explored to achieve optimal data
selection, which are described in more detail below.

Early Attempts

In the first attempts of performing predictions with the machine learning
models, it was used all files after data preparation explained in Section 3.4.
This model modification resulted in an accuracy of approximately 51% for the
neck and 78% for the crown. Although the model performed well with crown
data, validation was crucial due to inconsistencies between datasets with and
without structural loss. When structural loss was detected, data was clipped,
creating unrealistic parameter differences between the classes and compelling
the model to classify the presence of structural loss.
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Figure 4.1: Structure of datasets with structure loss when investigating the
crown.

It was decided to use datasets where structural loss had been detected by
the operator in the next region of the ingot. For instance, when investigating the
crown it was used datasets with structure loss had been detected in shoulder or
body, as depicted in Figure 4.1. This approach ensured all datasets represented
a complete crown. When these datasets were utilized in the predictive model,
the accuracy was around 50%, equivalent to randomly guessing by the model.
The low accuracy can be attributed to the uncertainty of where the error leading
to structural loss occurred; thus, a dataset labeled as having structural loss
could still possess a structurally good crown, with errors occurring later in
the process. This outcome led to the conclusion that a reevaluation of the
datasets labelled with structural loss to be included as input to the predictive
models was necessary. Thus, the solution for the final model was established,
as described below.

Final Model

Given the previously mentioned unsatisfactory outcomes, it was assumed that
datasets where structural loss was detected closer to the area under investiga-
tion would yield better results. Therefore, the data for each ingot region was
segmented into intervals, with a post-interval used to determine if structural
loss was detected by operator within this post-interval. The post-interval begins
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immediately after the initial interval, and if a dataset concludes within the
post-interval, the data within the interval being investigated is used as input.
Figure 4.2 illustrates this procedure, where the red-line indicates where the op-
erator detected structure loss and the interval is the area where the predictions
are being made. However, it should be noted that this method is subject to a
limitation in that only a limited dataset is available within each interval due to
the selective nature of the post-interval. Consequently, the amount of datasets
in the training and test sets will be considerable reduced.

Interval
Structure loss N

detected by
operator

Post-
interval

Figure 4.2: Illustration of the procedure when investigating the crown.

4.4 Development of the Final Model

This section details the development of the final model for predicting structural
loss in ingot production. The process involves segmenting ingot data into dis-
tinct regions: neck, crown, shoulder, and body—and applying tailored training
approaches for each. A key focus was balancing datasets between instances
with and without structural loss to enhance model accuracy.

Each region of the ingot differs in length, resulting in varied interval lengths
and the use of post-intervals for extracting datasets. The post-intervals, defined
uniquely for each phase, play a crucial role in dataset selection and model
performance. Details on how each post-interval is determined and its impact
on the model are further explained below.
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Model Development

When employing the procedure illustrated in Figure ??, it was necessary to
investigate each ingot phase individually. This requirement emerged from the
differing lengths of the regions, resulting in varied intervals and quantities
of datasets used for training and testing the model. The intervals are defined
based on the dataset lengths, recorded every second of the Czochralski (Cz)
process.

In the context of binary classification, it is essential to maintain a balance
between datasets with and without structural loss. To achieve this, each interval
was balanced by selecting the minimum number of datasets from the two
categories. The number of datasets chosen varies based on the post-interval
length; a longer post-interval leads to the selection of more datasets, including
those where structural loss is detected further from the area under investigation.
This method results in the filtering out of multiple datasets, thereby reducing
the amount of data in each model. It is common practice to split the data into
training, validation, and test sets. Due to the limited data available, 70% was
allocated for training and 30% for testing. To optimise the use of the training
data, cross-validation was performed.

Neck

No structural loss was detected in the neck region by the operator; hence, the
post-interval commenced at the start of the crown. This strategy allows for the
utilisation of ingots with the nearest detection of structural loss for training
and testing the model. To analyse the neck region of the ingot, the interval was
divided into 4200-second segments with 200-second increments. This division
suggests that the neck-pulling process lasted for 4200 seconds. The endpoint
was chosen based on the assumption that most datasets would have a neck
length of 4200 seconds. Beyond this, the number of ingots exceeding 4200
seconds in length would be too few for effective training and testing.

Crown

A significant proportion of the ingots exhibiting structural loss was observed
in the crown region. This observation suggests that it was possible to set the
post-interval straight after the interval investigation. The intervals are defined
so it would start from the start of the crown at each interval and increase by
200 seconds until it reaches 6400 seconds. The endpoint is selected based on
the mean length of the crowns.
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Shoulder

The length of the shoulder is considerably shorter than that of the neck and
crown. Consequently, the intervals commence at the beginning of the shoulder
and increase by 100 seconds until they reach 600 seconds. The post-interval is
defined in a manner similar to that of the neck, with the beginning set at the
beginning of the body and extending further into the body.

Body

As mention in section 3.1 the datasets contains data from the start of neck and
three hours after the start of the crown, this means that data of the whole body
region of the ingot will not be included. That’s why the intervals would only
exceeds 3800 seconds with step every 200 seconds from the beginning of the
body. The post-interval is defined similar as done for the crown, where it starts
right after the interval looked at.

Selections of Post-Interval

The length post-interval is selected based on the findings presented in Figure
4.3, which analyse different post-intervals in the crown region, namely 30
minutes, one hour and 75 minutes. Figure 4.7(a) illustrates the accuracy of the
selected post-interval, while Figure 4.7(b) shows the number of files used. A
closer examination of the models was found necessary, and thus the 1-hour
post-interval was selected for analysis. This approach utilises a post-interval
with a relatively stable accuracy curve, a greater availability of datasets, and a
distance that is close to the interval under investigation.

BITWA

° avd \/\/
TR VN
ol 4 Lo \

os had \\/\ \.%\/

2000 3000 000 5000 00 13 1000 2000 3000 600 5000 o0

(a) Validation Accuracy Across Inter- (b) Number of Files Used Across Inter-
vals vals

Figure 4.3: Analysis of post-interval effects.
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4.5 Hyperparameters Tuning

Hyperparameter tuning is a crucial technique aimed at identifying the optimal
hyperparameters to enhance model performance. As outlined in Section 2.7,
each machine learning algorithm possesses its unique set of hyperparameters.
In this thesis, Sklearn’s automated function GridSearchCV has been employed
for hyperparameter tuning. GridSearchCV systematically explores combina-
tions of parameters to identify the best combination for the specific dataset and
model. Additionally, GridSearchCV utilises cross-validation to evaluate the
model’s robustness by testing it on multiple subsets of the training data. Given
the model’s definition with intervals, it’s important to note that each interval
will have its own specific hyperparameter combinations.

Table 4.5 presents the hyperparameters that were prioritised during the
tuning of the logistic regression model, while leaving the remaining hyper-
parameters at their default values. ’C’ serves as a parameter that represents
the inverse of regularization strength, aiding in the prevention of overfitting by
penalising larger coefficients in the model. It was determined to explore a wide
range of C’ values (0.01 to 100) to assess the model’s sensitivity to changes
in regularization strength.

Table 4.5: Hyperparameters for Logistic Regression

Hyperparameter Default Value Search Values

C 1.0 0.01, 0.1, 1, 10, 100
penalty 12 ‘117, °’12°, *none’
solver "Ibfgs’ ’liblinear’, ’1bfgs’

The ’penalty’ parameter in logistic regression refers to a form of regu-
larization. ’11° penalty aims to reduce the number of features by driving the
coefficients of less important features to zero. On the other hand, 12’ penalty
shrinks the coefficients towards zero without setting any to exactly zero, mak-
ing it suitable for cases where many small or medium effects are expected.
Setting the penalty to 'none’ indicates that no regularization is desired, and the
model will be trained without any regularization.

The ’solver’ parameter represents the optimization algorithm used by lo-
gistic regression. Different solvers are optimized for various types of data and
models, and the choice of solver can impact both the speed and stability of the
model.

For more detailed information on the different parameters available for
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logistic regression, refer to the documentation provided in [40].

The parameters being used for tuning the RandomForestClassifier model
are shown in Table 4.6. n_estimators are the number of trees in the forest,
max_depth are the maximum depth of the trees, where the default is set to
None, which mean that the nodes are expanded until all leaves are pure or until
all leaves contain less than min_samples_split samples. min_samples_split is
the minimum number of samples required to split an internal node. For further
details regarding the parameters available for the random forest classifier, refer
to the documentation provided in [47].

Table 4.6: Hyperparameters for RandomForestClassifier

Hyperparameter Default Value Search Values
n_estimators 100 100, 200, 300
max_depth None 10, 20, 30, None
min samples_split 2 2,5,10

Table 4.7 shows the parameters used for tuning the MLPClassifier. Hid-
den_layer_sizes represent the number of neurons in the hidden layer, while
activation is the activation for the hidden layer. The learning_rate_init con-
trols the step-size in updating the weights. For additional details regarding the
other parameters available for the MLPClassifier, refer to the documentation
provided in [53].

Table 4.7: Hyperparameters for MLPClassifier

Hyperparameter Default Value Search Values
hidden_ layer_sizes (100,) (50,), (100,), (100, 50)
activation relu’ “identity’, ’logistic’, ‘relu’

learning rate_init 0.001 0.001, 0.01, 0.1
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4.6 Time-Saving Model

If structure loss occurs in the early stages of growth, the ingot will be remelted
back to the seed. If structure loss occurs at a later growth stage, the growth is
stopped, and the failed part is cut off. The structure loss is determined by the
operator by visual disappearance of so-called ’growth ridge’ or node’ during
the growth phase. The remelting process is time consuming and the earlier
structure loss it is detected after it happens the less time is lost.

The machine learning model that utilises the best performance, aims to
predict early-stage structure or non-structure loss during ingot growth. The
model continuously evaluates whether ingot pulling should proceed or undergo
remelting. This decision is contingent upon the model’s accuracy within spe-
cific intervals along the ingot. Accordingly, an accuracy threshold is set to
determine whether remelting should be considered.

The time-saving model should follow the same procedure and data selec-
tion outlined in Figure 4.2. For intervals that meet the accuracy threshold,
ingots labeled with structural loss and their lengths and diameters at these
intervals will be used to estimate the remelting time. Additionally, the lengths
and diameters of these ingots will be recorded when the operator detects struc-
tural loss. This approach enables the estimation of time saved by relying on
the model, comparing remelting times when the model shows high accuracy to
those when the operator detects structural loss.

The remelting time was calculated using a remelting rate, R,,;, an estimate
provided by NorSun, and varies from 4 to 7 kg/h. The initially volume was
calculated using the length and diameter of the ingot. The weight of the
ingot was calculated by multiplying the volume by the density of silicon
(2330kg /m?). Finally, the remelting time, R, was determined by dividing the
weight by the remelting rate, as shown in equation 4.1.

R = weight
R

4.1)

The estimate will only be conducted for the crown, as using a machine
learning model is most beneficial for this region when considering remelting
time. Although the machine learning models showed great potential in the
neck, the remelting time for this area is significantly low, so it will not be
considered for the time-saving model. Estimates for time saved will also not
be performed for the shoulder and body due to poor prediction accuracy in
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these regions.

The accuracy can never be 100%, meaning that prediction errors will occur,
leading to False Negative and False Positive cases. In the event of a false
negative, the model may suggest that the Cz process should continue for an
ingot with structure loss. If a false positive is identified, the model will suggest
remelting an ingot that has not undergone any structural loss. In such a scenario,
both time and material would be wasted.

The calculation of time lost due to unnecessary remelting operations in-
volved determining the average time taken for a remelting process and mul-
tiplying this by the number of false positives. Conversely, the time saved was
calculated by multiplying the number of true positives by the time saved per
correct prediction to determine the total time saved for each interval.



Chapter 5

Results and Discussion

This chapter presents the findings of this study, focusing on the predictive per-
formance of logistic regression, random forest, and neural network models in
detecting structural loss during the Czochralski process. This chapter evaluates
the effectiveness of these models across different regions of the ingot: neck,
crown, shoulder, and body. The results presented here are based on predictions
performed on test data.

The analysis begins with the neck region, examining model stability and
key features influencing predictions. Next, the crown region is discussed, not-
ing the initial high performance of the models and subsequent decline. The
shoulder and body regions are then explored, highlighting the challenges faced
by the models in these areas and evaluating their performance metrics and
feature importance. Additionally, the chapter introduces a time-saving model
based on the random forest algorithm, demonstrating its ability to reduce
remelting time through accurate predictions.

Throughout the analysis, hyperparameter tuning and feature importance
assessments, as explained in Section 4.5 and 4.2.1. Will be applied to optimize
model performance and understand the critical factors driving predictions.

By providing a comprehensive analysis and discussion, this chapter aims
to assess the strengths and limitations of each machine learning model and
their potential to enhance the Czochralski process, paving the way for future
research and practical applications.
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5.1 Neck

The same number of datasets was used across all machine learning models,
forming a training set of 85 ingots, which was subsequently tested on an
unseen set of 37 ingots. This relatively small number results from employing a
post-interval extraction method for datasets with structural loss detected within
the first hour of the crown.

5.1.1 Logistic Regression

Figure 5.1 illustrates the Receiver Operator Characteristic - Area Under the
Curve (ROC AUC) scores of the neck with a logistic regression model. This
score indicates the model’s ability to distinguish between ingots without struc-
ture loss and those with structure loss. At first glance, it may appear that the
model varies considerably, but it remains relatively stable between 0.70 and
0.78 throughout the neck. However, at the start of the neck, there is a larger
variation. This period is designated as the pre-neck, during which the diameter
is reduced from approximately 12mm to Smm. The objective is to estimate
whether the temperature is too cold or hot, as stated in Section 3.2. The poor
performance of the model in this phase may be due to the parameters being
more fixed in the pre-neck.

ROC AUC
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Figure 5.1: ROC AUC scores with logistic regression in the neck.

A feature importance analysis was conducted with the objective of identi-
fying which feature had the greatest impact on the predictions. As previously
stated in Section 4.2.1, it was determined that the two most influential features
on the model’s predictions were “Rate change Heater power” and ”Seed speed
heater power ratio”. These are further explained in Table 4.1. This indicates
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that the change in heater power and the ratio between seed speed and heater
power exert a significant influence on the model’s performance. The seed speed
is controlled by the automatic diameter control (ADC1), which attempts to
maintain a setpoint diameter by adjusting the seed speed. ADC2 regulates
the temperature by controlling the heater power. As stated in Section 3.2, an
elevated seed speed indicates a too low melt temperature, necessitating an
increase in heater power. This could indicate that changes in seed speed or
heater power might lead to structural loss. Potentially, this explains why the
”Rate change heater power” and ”Seed speed heater power ratio” features
significantly influence the model’s predictions.

Table 5.1 presents performance scores for three different intervals, rep-
resenting early neck, middle neck, and end neck. For interval 1-1200, the
accuracy rate is 62% and the precision rate is 57%. This indicates that 62%
of predictions are correct on the test dataset, and 57% of cases identified as
structure loss are classified correctly. With a recall rate of 71%, it can be seen
that the model is correctly identifying the portions of ingots labelled with
structure loss. This high recall rate, compared to the overall accuracy, suggests
that the model is better at identifying ingots with structural loss than those
without it.

Table 5.1: Performance scores across three intervals in the neck with logistic
regression.

1-1200 1-2400 1-3600
Accuracy  0.62 0.60 0.65
Precision  0.57 0.54 0.60
Recall 0.71 0.82 0.71

For the interval 1-2400, there is a slight decline in the accuracy and pre-
cision of the results, with an accuracy rate of 60% and a precision rate of
54%. In contrast, the recall rate has increased significantly, reaching 82%.
Consequently, the model will have fewer incorrect predictions regarding the
ingots label with structure loss. In the case of predictions conducted on ingots
without structure loss, the model would have made more mistakes compared
with the previous interval due to the decline in accuracy and precision. When
the Czochralski process of the neck proceeds the accuracy and precision in-
crease to a rate of 65% and 60%, respectively, while the recall rate declines
slightly to 71%.

To summarise the performance scores from Table 5.1, a confusion matrix



60 Results and Discussion

will be used to compare predicted labels with true labels for the 37 ingots in
the test set. Table 5.2 displays the confusion matrix for interval 1-1200. The
model correctly predicted 12 ingots as having structural loss, termed True
Positive (TP), and 11 ingots as not having structural loss, termed True Negative
(TN). Five ingots were incorrectly predicted as not having structural loss,
termed False Negative (FN), where their actual labels indicated structural loss.
The matrix also recorded nine cases termed False Positive (FP), where the
model incorrectly predicted structural loss for ingots without such loss. If the
model were completely trusted, the FN cases might only be identified in a later
interval. Conversely, with FP cases, the model might erroneously initiate the
remelting process for nine ingots without structural loss in interval 1-1200.
Given this high error rate, it might be beneficial not to trust the model at this
early stage in the neck and allow it to continue uninterrupted.

Table 5.2: Confusion Matrix for interval (1-1200) with logistic regression in
the neck.

Actual \ Predicted \ Non-Structure loss Structure loss

Non Structure loss 11 9
Structure loss 5 12

Table 5.3 presents the confusion matrix for interval 1-2400. Observing a
slightly decline in accuracy and precision rate compared with interval 1-1200
in Table 5.1, but the recall rate would increase. This can been seen in the
confusion matrix, where it has a greater amount of True Positive with 14 ingots
predicted correctly with structure loss. A decline will be seen for the True
Negative cases with just 8 ingots predicted correctly without structure loss. For
False Negative case it was only 3 ingots, but for False Positive cases it was 12
ingots predicted as structure loss but actual label as non-structure loss. This
interval indicates that the model may contain a significant number of errors,
whereby a substantial quantity of ingots may be remelted unnecessarily. This
demonstrates that it could be more beneficial to have a greater number of false
negatives than false positives for a machine learning model in the Czochralski
process.
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Table 5.3: Confusion Matrix for interval (1-2400) with logistic regression in
the neck.

Actual \ Predicted ‘ Non-Structure loss Structure loss

Non Structure loss 8 12
Structure loss 3 14

The confusion matrix for interval 1-3600 are presented in Table 5.4, which
represents the end of the neck. The model utilize 12 cases of True Positive
and 12 cases of True Negative. For the False Negative it was 5 ingots that
was predicted without structure loss but actual they had structure loss. 8 cases
of false positive results were observed, indicating that the model continues
to exhibit significant uncertainty in its predictions regarding the remelting
decision for the neck.

Table 5.4: Confusion Matrix for interval (1-3600) with logistic regression in
the neck.

Actual \ Predicted ‘ Non-Structure loss Structure loss

Non Structure loss 12 8
Structure loss 5 12

Figure 5.2 illustrates the cross-entropy loss scores across intervals in the
neck using logistic regression. As discussed in Section 2.9.7, cross-entropy
measures the discrepancy between the predicted probability distribution and
the actual label, with a low score indicating good performance. Overall, the
model demonstrates a fair performance, maintaining a consistent mean of 0.64
and a standard deviation of 0.03 throughout the neck, with loss function ranges
from O to infinity. Interval 1-600 shows a significant improvement in loss score,
coupled with a high ROC AUC score from Figure 5.1, suggesting reliable
model performance. However, in interval 1-2600, despite a relatively high
ROC AUC, the model presents a poor cross-entropy loss score. This indicates
overconfident predictions, where the model assigns very high probabilities
to incorrect predictions, a scenario heavily penalized by the function. These
overconfident predictions could be attributed to the small size of the training
and test sets, which prevents the model from effectively learning the underlying
patterns in the data.
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Figure 5.2: Cross Entropy Loss with logistic regression in the neck.

5.1.2 Random Forest

In order to provide an overview of the manner in which the random forest model
differentiates between ingots with and without structural loss, the ROC AUC
score for each interval is presented in Figure 5.3. Initially, the performance
is relatively weak, but subsequently remains relatively stable from interval
1-1000 until the end of the neck. The low ROC AUC score can be explained
by the fact that in this phase of the neck called the pre-neck, the parameters
are more fixed, which would mean that the data are more similar. After the
pre-neck phase, the model demonstrates a stable ROC AUC score around 0.67
and 0.75.

ROC AUC
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Figure 5.3: ROC AUC scores with random forest in the neck.

As stated in [27], a good neck grows fast and thin to avoid dislocations
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in the crystal that would result in structural loss. To achieve this, seed speed
and heater power are important parameters to control. Therefore, ”Seed speed
heater power ratio” was shown to be a crucial feature in the predictions, indic-
ating the balance between heater power and seed speed. The diameter should
stay within an accumulated limit and reach a given length, as explained in
Section 3.2. When the diameter exceeds the limit, the integration stops, and
the heater power and seed speed must be adjusted to bring the diameter within
the limit. Therefore, changes in the diameter could be an indicator of errors in
the process and may explain why the feature ”Average rate diameter change”
significantly impacts the predictions. When the diameter descends below the
limit, it is a sign that the melt is too hot, indicating that the heater power
needs adjustment and that the seed speed is too high. According to [12], high
seed speed is beneficial for achieving a thin neck but also carries the risk of
pop-out,” where the neck is pulled out of the melt.

Table 5.5 presents the performance scores across three intervals, repres-
enting the early, middle, and end stages of the neck. Interval 1-1200 exhibits
an accuracy rate of 65%, a precision rate of 59%, and a recall rate of 77%.
The good recall rate indicates that the model correctly predicts more ingots
labeled with structural loss. However, lower accuracy and precision weaken
the overall performance of the model in this interval. For interval 1-2400, all
the performance scores decline, with an accuracy rate of 62%, a precision rate
of 58%, and a recall rate of 65%. This decline suggests that it would probably
not be beneficial to trust the model in this interval.

Table 5.5: Performance scores across three intervals in the neck with random
forest.

1-1200 1-2400 1-3600
Accuracy  0.65 0.62 0.70
Precision  0.59 0.58 0.69
Recall 0.77 0.65 0.65

For the interval 1-3600, there was a slight increase in performance scores,
with an accuracy rate of 70%, a precision rate of 69%, and a recall rate of 65%.
This indicates that the model is more trustworthy at the end of the neck, which
could be due to the importance of having an accurate temperature before the
transition to the crown.

The confusion matrix for all three intervals summarises the performance
scores in Table 5.5. The confusion matrix for interval 1-1200 is presented in
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Table 5.6. It shows 13 cases where the model correctly predicted structural
loss, known as True Positives. For the True Negative cases, the model correctly
predicted 11 ingots without structural loss. For the incorrect predictions, the
model predicted 4 ingots as False Negatives, where they were predicted without
structural loss but were actually labeled with structural loss. This would result
in the model indicating that the Czochralski process should continue. 9 cases
of False Positive were predicted by the model, which is a relatively high
percentage of the ingots in the test data that would end up being remelted
without any structural loss.

Table 5.6: Confusion Matrix for interval (1-1200) with random forest in the
neck.

Actual \ Predicted \ Non-Structure loss  Structure loss

Non Structure loss 11 9
Structure loss 4 13

Table 5.7 presents the confusion matrix of interval 1-2400, where the effect
of the recall decline can be seen with 11 ingots predicted correctly as structure
loss and 6 cases of False Negative. For the ingots without structure loss, it
got predicted 12 ingots as True Negative, and 8 ingots got predicted as False
Positive. As previously stated, the occurrence of false positives indicates that
the ingots will be remelted, yet they remain structurally intact. This is of critical
importance for the model to function effectively in a real-world scenario, as
the number of false positives must be kept to an absolute minimum.

Table 5.7: Confusion Matrix for interval (1-2400) with random forest in the
neck.

Actual \ Predicted ‘ Non-Structure loss Structure loss

Non Structure loss 12 8
Structure loss 6 11

From the confusion matrix in Table 5.8 it can be observed that the per-
formance of the model has improved slightly. The only difference between the
two intervals is the number of instances where the model predicted correctly
without structure loss (15) and where it predicted structure loss but the actual
label was without structure loss (5). As previously stated, this number is crucial
for the model to function properly. Therefore, this confusion matrix indicates
that the model is more credible. With regard to false negative cases, it is not of
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great importance to minimise the error, since the error can be detected by an
interval that occurs later in the ingot.

Table 5.8: Confusion Matrix for interval (1-3600) with random forest in the
neck.

Actual \ Predicted \ Non-Structure loss Structure loss

Non Structure loss 15 5
Structure loss 6 11

Figure 5.4 illustrates the cross-entropy loss scores across intervals in the
neck using a random forest model, which achieves a mean score of 0.64 and a
standard deviation of 0.04. This indicates moderate prediction accuracy with
relatively low variability. Notably, intervals 1-1000 and 1-3200 both display
excellent loss scores. Interval 1-1000 shows robust performance with one of
the lowest loss scores and a high ROC AUC score, signifying high predictive
accuracy. Similarly, Interval 1-3200 also exhibits a high ROC AUC, just above
0.75, suggesting that the predictions are reliable. Conversely, Interval 1-200,
which shows a higher loss score and a poor ROC AUC score, reflects the
model’s struggle to make reliable predictions. The poor performance in this
interval could be attributed to its limited size of only 200 data points from the
start of the neck, whereas larger intervals contain more data points, providing
a richer understanding of the process.
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Figure 5.4: Cross Entropy Loss with random forest in the neck.
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5.1.3 Neural Network

Figure 5.5 presents the ROC AUC score for the neck, obtained using a neural
network model to demonstrate the overall performance. Upon initial observa-
tion, it appears that the scores are relatively stable, with the exception of one
interval where the score drops to approximately 0.35. This drop is difficult
to explain, as it could be caused by many factors like physical aspect in the
Czochralski process, uncertainty in the data, where to few datasets to train and
test this specific interval could have large impact on the drop in performance.
After the drop in interval 1-800, the model performs relatively stable around
a ROC AUC score of 0.65 and 0.70. This is initial after the pre-neck phase,
where the diameter should increase from around 12mm to Smm. This could
indicate that the pre-neck phase is a area of interest when it comes to further
quality of the neck.

ROC AUC

Figure 5.5: ROC AUC scores with neural network in the neck.

The feature importance analysis, as outlined in Section 4.2.1, revealed
that the ”Seed speed heater power ratio” and “Heater power diameter change
correlation” had a significant impact on the model’s predictions. This suggest
that the heater power is crucial parameter to control during the Czochralski
process. The heater power together with seed speed controls the diameter and
length, as stated in article [27] that a good neck should be grown fast and thin.
After the decrease of the diameter in the pre-neck, the neck should be grown
stable within the accumulated length. Meaning that the seed speed and heater
power should not exhibit drastically changes during the neck, that will also
make the diameter change drastically. The feature importance of ”Heater power
diameter change correlation” indicates that the correlation between changes in
heater power and diameter could have impact on those ingots with detection of
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structure loss.

In order to gain a more detailed understanding of the performance of the
neural network model, three intervals representing the early, middle and end
stages of the neck have been selected for closer investigation. These intervals
are presented in Table 5.9. Interval 1-1200 demonstrates a poor performance
from the model, with an accuracy rate of 51%, a precision rate of 48% and a
recall rate of 59%. This indicates that the model would not perform well in
this interval. Given that it is in the early stages of the neck, it may be beneficial
to allow the Czochralski process to continue.

Table 5.9: Performance scores across three intervals in the neck with neural
network.

1-1200 1-2400 1-3600
Accuracy  0.51 0.62 0.62
Precision  0.48 0.60 0.58
Recall 0.59 0.52 0.65

In interval 1-2400, the performance improves slightly, with an accuracy
rate of 62% and a precision rate of 60%. The recall rate drops slightly to 52%.
For this interval, it would probably be more beneficial to allow the Czochralski
process to continue. For interval 1-3600, representing the end stage of the
neck, the performance does not improve significantly; only the recall improves
slightly to 65%.

The evaluation scores for the model presented in Table 5.9, indicated a
poorly overall performance of the neural network model. To closer look at
the outcomes from the predictions it will be presented confusion matrix for
the three intervals. For interval 1-1200 the confusion matrix is presented in
Table 5.10 where is showcase the poorly predictions made by the model. The
model predicted 10 ingots correctly with structure loss and 9 ingots correctly
as without structure loss. For the incorrect predictions, it resulted in 7 cases
of False Negatives and 11 cases of False Positives. This shows that the model
should not be used in this interval.
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Table 5.10: Confusion Matrix for interval (1-1200) with neural network in the
neck.

Actual \ Predicted ‘ Non-Structure loss Structure loss

Non Structure loss 9 11
Structure loss 7 10

Table 5.11 demonstrates the confusion matrix for interval 1-2400, showing
a slight improvement in the predictions. The number of True Positive cases de-
clines to 9 ingots correctly predicted with structural loss, and as a consequence,
the False Negative cases increase to 8. The most promising outcome from these
results is the decrease in False Positive cases to 6, which means the model
would suggest remelting fewer ingots without any structural loss.

Table 5.11: Confusion Matrix for interval (1-2400) with neural network in the
neck.

Actual \ Predicted ‘ Non-Structure loss Structure loss

Non Structure loss 14 6
Structure loss 8 9

For the final interval, 1-3600, which represents the end stage of the neck,
the confusion matrix is presented in Table 5.12. The high number of false
negatives (6) and false positives (8) suggests that the model is uncertain about
its predictions, which makes it unreliable.

Table 5.12: Confusion Matrix for interval (1-3600) with neural network in the
neck.

Actual \ Predicted ‘ Non-Structure loss Structure loss

Non Structure loss 12 8
Structure loss 6 11

Figure 5.6 illustrates the cross-entropy loss scores across intervals in the
neck using a neural network model, achieving a mean of 0.96 and a standard
deviation of 0.66. This indicates significant variation in performance across
different intervals. Specifically, the model shows low cross-entropy loss scores,
below 0.75, during three periods. The first period, between intervals 1-200
and 1-600, records ROC AUC scores around 0.6, indicating moderate model
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performance. The period from interval 1-1800 to 1-2800 also presents low
loss scores, and the ROC AUC score slightly increases, suggesting reliable
and accurate performance. Similarly, the period between intervals 1-3200
and 1-3600 indicates that the model makes reliable predictions. The figure
also displays two significant peaks in loss scores, the precise causes of which
remain uncertain. However, these peaks suggest that the model may exhibit
unreliable predictions in these intervals, despite the model’s high ROC AUC
scores.
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Figure 5.6: Cross Entropy Loss with neural network in the neck.
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5.2 Crown

The three machine learning models were trained on 119 ingots, which were
subsequently tested with unseen data from 51 ingots. Each model will also
iterates over multiple intervals from the start of crown to the end with steps of
200 seconds.

5.2.1 Logistic Regression

Figure 5.7 illustrates the use of logistic regression as a prediction model,
yielding an ROC AUC score on the test dataset across intervals. It is evident
that the model demonstrates effective predictions in the initial stages of the
crown. However, after approximately one hour, the ROC AUC score declines to
around 0.5, indicating that the model performs random guessing from one hour
until the end of the crown. The improved classification at the beginning and
end of the crown may result from more complex adjustments in these regions
during the Czochralski process. This is due to the need for rapid adjustments
in seed speed and heater power, which are essential for the diameter increase
and shaping of the crown, as stated in 3.2. From the start of crown to interval
1-1200, the logistic regression model shows ROC AUC scores between 0.80
and 0.90, suggesting that this period is crucial for classifying structure loss.
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Figure 5.7: AUC scores with logistic regression in the crown.

In section 4.2.1, it was found that the ’Diameter Increase Rate’ is the
feature with the most influence on the model’s predictions, indicating how
quickly the diameter changes on average. This demonstrates the importance
of diameter control and how the shape of the crown can influence predictions,
especially in the early stages of the crown. The diameter change results from
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the seed speed and heater power; these parameters should be consistent across
all crowns unless the operator adjusts the process. If the diameter changes
are too small, the growth rate will also be slower, indicating that the melt is
too hot and less stable, as stated in 3.2. Conversely, a rapid diameter change
can indicate that the melt is too cold. Therefore, heater power variability is
also an important feature. In the crown, the heater power should decrease
steadily throughout, but in the beginning, the heater power might exhibit more
variability, which could result in structure loss.

To closer investigate the performance of the model, Table 5.13 shows
performance scores for three different intervals. It can be seen that the per-
formance of the model decreases longer into the crown, where for the interval
1-1800 it has a accuracy of 71% and precision of 86%. This means that out
of all predictions the model classifies 71% of the correct, and in number of
cases identified as structure loss, 85% of them are classified correct. One hour
(1-3600) into the crown the model display a small decrease in the performance,
with a accuracy of 69% and precision of 70%. When the crown reaches the end,
the model is essentially randomly guessing the predictions, with an accuracy
of just 53% and a precision of 52%.

Table 5.13: Performance scores across three intervals in the crown with logistic
regression.

1-1800 1-3600 1-5400
Accuracy  0.71 0.69 0.53
Precision  0.86 0.70 0.52
Recall 0.48 0.64 0.64

The only score to increase further into the crown is the recall score, which
measures the ratio of correctly predicted cases of structure loss to the total
cases of actual structure loss. For the first half-hour (1-1800), the recall score is
about 0.48, which may result in cases where the model predicts non-structure
loss, but it actually is structure loss. This indicates that the model can better
predict non-structure loss at the beginning of the crown. Closer to the end of
the crown, the model can predict structure loss. However, overall, it utilizes a
performance which is almost equal to random guessing, which suggest that the
interval 1-3600 has the best performance.

To summarise the performance scores from Table 5.13, a confusion matrix
will be used to compare predicted labels to the true labels. Table 5.14 presents
the confusion matrix for interval 1-1800. It demonstrates how many of the 51
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ingots from the test dataset were correctly and falsely predicted. As known
from Table 5.13 interval 1-1800 had relatively good performance score and the
function of these will be seen in the confusion matrix. The model predicted 12
ingots correctly as structure loss also known as True Positive, while 24 ingots
got correctly predicted as non-structure loss, True Negative. For the falsely
predicted it was in total 15 ingots that got predicted wrong by the model. 13 of
them was actual with structure loss but the model predicted them as without
structure loss, termed as False Negative. Only two ingots got predicted with
structure loss, but actual was sampled without structure loss, also called False
Positive.

As illustrated in Table 5.13, interval 1-1800 exhibited a relatively high
performance score, as detailed in the confusion matrix. The model correctly
predicted 12 ingots with structure loss, which is defined as a True Positive (TP).
It also accurately identified 24 ingots without structure loss, which is defined
as a True Negative (TN). A total of 15 ingots were incorrectly predicted by the
model. Of these, 13 were cases of structure loss, yet were predicted as without,
resulting in a false negative. Two ingots were incorrectly identified as having
structural loss, despite the absence of such loss. This is termed a false positive.

Table 5.14: Confusion Matrix for interval (1-1800) with logistic regression in
the crown.

Actual \ Predicted ‘ Non-Structure loss Structure loss

Non Structure loss 24 2
Structure loss 13 12

When the model is iterated continuously over intervals across the crown,
it is possible for the model to identify errors in a subsequent interval. Con-
sequently, the 13 ingots that were predicted as having no structural loss, but
in fact did have structural loss, could be predicted correctly in a later interval.
Because of this the recall score could be less weighted when evaluating the
performance of the model in a specific interval. For instance, for the two false
positive cases the model would indicate that the remelting process should start
and then result in perfectly fine ingots would be remelted.

When passing around a hour into the Czochralski process of the crown
it was found that the accuracy and precision had slightly decrease. Table
5.15 present the confusion matrix for interval 1-3600, with more balance
distribution compare with one in Table 5.14 for interval 1-1800. Confusion
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matrix for interval 1-3600 utilize a larger portion of True Positive (TP), with
16 ingots predicted correctly with structure loss. For True Negative (TN) it was
19 ingots that got predicted without structure loss. As mention before the recall
score would increase slightly the longer into the Czochralski process, that’s
why this interval has a greater portion of True Positive (TP) cases with just 9
ingots. On the other hand the model gets larger portion of the False Positive
(FP), then by trusting the model would 7 good ingots be remelted. When
considering the overall performance of the model in this interval (1-3600),
it could be beneficial to trust the model when i comes to if the Czochralski
process should continuous or remelting should start.

Table 5.15: Confusion Matrix for interval (1-3600) with logistic regression in
the crown.

Actual \ Predicted \ Non-Structure loss Structure loss

Non Structure loss 19 7
Structure loss 9 16

Table 5.16 presents the confusion matrix for interval 1-5400, which is here
most of the ingots reaches its end of crown before transition to the shoulder
region. As previous mention the performance of the model in this period
decreases, and from the confusion matrix below it can be seen that the model
is almost randomly guessing. With 16 cases of True Positive (TP) predictions,
and 11 cases of True Negative (TN). 9 cases of False Negative (FN), where the
model predicts non-structure loss but the actual is samples as structure loss.
The model will have larger portion of False Positive (FP) predictions with 15
cases. Due to the this performance of the model it could means that it would
not be beneficial to trust the model in this interval.

Table 5.16: Confusion Matrix for interval (1-5400) with logistic regression in
the crown.

Actual \ Predicted ‘ Non-Structure loss Structure loss

Non Structure loss 11 15
Structure loss 9 16

Figure 5.8 illustrates the cross-entropy loss for each interval in the crown
using logistic regression, which assess the confidence of the model’s predic-
tions with lower values indicating better model performance. The perfect model
has a cross-entropy loss score of 0. It penalizes confident wrong predictions
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heavily, ensuring that the model’s probability estimates are well calibrated.
Here it can be observed that the early intervals have a cross-entropy loss score
above 1.2, indicating that the model’s probability estimates were far from the
true labels, despite showing high ROC AUC score from Figure 5.7. Indicating
that while the model makes correct predictions, the confidence in those predic-
tions is not well calibrated. The high cross-entropy loss score for the intervals
in early stages of the crown is due to the overconfident predictions, where the
model assigning very high probabilities to incorrect predictions. This lead to
higher log loss score since the logarithm function penalizes incorrect confident
predictions more severely. The overconfident predictions may be attributed to
the limited size of the training and test datasets, which may have prevented
the model from learning the underlying patterns sufficiently. This could result
in poor generalisation and a higher cross-entropy loss score on the test set. It
is also possible that the logistic regression model is too simple, and therefore
unable to capture the complexities of the data.
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Figure 5.8: Cross Entropy Loss with logistic regression in the crown.

It can be observed that intervals with cross-entropy loss scores in the
range of 0.5 to 0.6 indicate superior model performance and well-calibrated
probabilities. For example, interval 1-800 exhibits a low cross-entropy loss of
approximately 0.5 and a high ROC AUC score, indicating a reliable model for
that interval. Following the initial 1,400 intervals, the cross-entropy loss scores
stabilise between 0.6 and 0.8, indicating a more consistent model performance.
This consistency suggests that the model becomes more reliable in this area of
the crown. Therefore, it could be argued that the model should not be trusted
until this area is reached.
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5.2.2 Random Forest

Figure 5.9 illustrates the ROC AUC score in the crown across intervals utilising
random forest. It can be observed that the model is more effective at differen-
tiating between cases with and without structural loss in the early stages of
the crown, where the ROC AUC score varies from approximately 0.72 to 0.85
until it reaches interval 1-2200. The ROC AUC score declines slightly until it
reaches interval 1-4200 in the crown, with scores rarely exceeding 0.60 until
the end of the crown.
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Figure 5.9: ROC AUC scores with random forest in the crown.

From the feature importance analysed in 4.2.1 it was found that the feature
“Energy efficiency indicator” had strongest influence on the predictions, which
is the ratio of total heater power to the total diameter increase, highlighting the
importance of the energy efficiency of the diameter growth. As stated in [12],
the heater power is a crucial parameter to control the growth rate of the ingot
and that’s why it is a steady decrease of the heater power is implemented into
the crown during the Cz process. This could be the reason for why the early
stages of the crown is more complex, where the heater power should reach
a steady decrease, straight after the transition from the neck. It is also worth
mention that two other features that had large influence on the prediction was
”Diameter increase rate” and ”Total Diameter Increase”, which shows that the
shape of the crown is crucial in the early stage.

The favourable ROC AUC scores in the early stages of the crown can be
attributed to the complex adjustments required when the diameter expands
from a thin neck. The score subsequently declines slightly towards the end of
the crown, where changes in parameters become less rapid. In Section 2.2.2
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it is explained that the oxygen evaporation is very sensitive to changes in
diameter. This sensitivity affects the crystal growth process, as varying oxygen
levels can influence the defect structure in the silicon lattice, where the oxygen
incorporation into the crystal can also be influenced by factors like seed speed
and heater power. However, it is difficult to argue definitively about the impact
of oxygen evaporation without concrete evidence in this thesis.

As the diameter stabilizes towards the end of the crown, the rate of oxygen
incorporation and other critical parameters become more uniform, leading to a
slight reduction in predictive model performance. Additionally, the stabiliz-
ation phase at the end of the crown often involves fewer adjustments to the
seed speed and heater power, resulting in a more predictable but less dynamic
environment for the machine learning model to analyze. Consequently, while
the early crown stages present a rich dataset of fluctuating conditions for the
models to learn from, the later stages offer less variation, slightly diminishing
the models’ ability to maintain high ROC AUC scores.

Feature importance analysis in section 4.2.1 revealed that the *Energy effi-
ciency indicator’—a ratio of total heater power to total diameter increase—had
the strongest influence on predictions, highlighting the importance of energy
efficiency in diameter growth. As noted in [12], heater power is a crucial
parameter for controlling the growth rate of the ingot, explaining the steady
decrease implemented during the crown phase immediately after transitioning
from the neck. Additionally, the ’Diameter increase rate’ and *Total Diameter
Increase’ also significantly influenced predictions, underscoring the import-
ance of the crown’s shape in the early stages.

When closer investigating the three different intervals across the crown,
as presented in Table 5.17. The table shows the same trend as shows for the
ROC AUC scores in Figure 5.9, where the performance relatively high in the
start of crown and slightly decreases towards the end of crown. The interval
1-1800 exhibits excellent performance scores, with an accuracy rate of 73%,
a precision rate of 76%, and a recall rate of 64%. These scores demonstrate
that the random forest model is highly effective during the initial 30 minutes
of the crown. However, as the crown progresses, the model’s performance
significantly declines, for interval 1-3600 it utilize a accuracy rate of 55%,
precision rate of 55% and recall rate on 48%. this indicates that the model
is basically randomly guessing the predictions. The model’s performance
decreases even more when analysing the end of the crown, with a accuracy rate
of 51%, precision rate of 50% and recall rate of 40%. This is a low performance
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of the model and could suggest that the random forest model good performance
in the early stages of the crown.

Table 5.17: Performance scores across three intervals in the crown with random
forest.

1-1800 1-3600 1-5400
Accuracy  0.73 0.55 0.51
Precision  0.76 0.55 0.50
Recall 0.64 0.48 0.40

Table 5.18 presents the confusion matrix for interval 1-1800, which illus-
trates the proportion of correctly and incorrectly predicted ingots from the test
dataset. The confusion matrix indicates that 16 ingots with structure loss were
correctly predicted, representing a true positive (TP) result. Conversely, 21
ingots were identified as true negatives (TN), demonstrating that they were
correctly predicted without structure loss. This interval had relatively great
recall rate, which can been seen by the 9 False Negative (FN) cases, where they
got predicted as without structure loss but actual was label as structure loss.
In the real-world scenario of false negative cases, the model indicates that the
Czochralski process should continue. Given that this occurs at an early stage
in the process, it is possible that these errors will be identified correctly in a
later interval by the model. On the other hand 5 were cases of non-structure
loss, yet were predicted as with structure loss, resulting in a False Negative.
For this scenario the model would indicate that the remelting process should
start, and thereby 5 ingots without structure loss would be remelted. For this
reason it could be crucial for the model to have the amount of False Positive
cases as low as possible.

Table 5.18: Confusion Matrix for interval (1-1800) with random forest in the
Crown.

Actual \ Predicted ‘ Non-Structure loss Structure loss

Non Structure loss 21 5
Structure loss 9 16

As mentioned above, as the Czochralski process of the crown progresses,
the model’s performance declines. This is evident in the confusion matrix for
interval 1-3600, presented in Table 5.19. In this interval, 12 ingots in the test
dataset were correctly predicted as having structural loss (True Positive), and
16 ingots were correctly identified as non-structural loss (True Negative). The
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confusion matrix shows 13 cases where the model predicted non-structural loss,
but the ingots were actually identified with structural loss. This represents a
large number of False Negative cases. As shown in Figure 5.9, the performance
does not improve significantly after this interval, suggesting that the error may
not be correctly identified in a later interval. For the False Positive cases, the
model incorrectly predicted 10 ingots as having structural loss.

Table 5.19: Confusion Matrix for interval (1-3600) with random forest in the
Crown.

Actual \ Predicted ‘ Non-Structure loss Structure loss

Non Structure loss 16 10
Structure loss 13 12

Finally, the performance of the model declines further, as evidenced by
the confusion matrix for interval 1-5400 in Table 5.20. It can be observed that
the model is deficient in its ability to predict instances of structural loss, as
demonstrated by the low recall rate in Table 5.17. Where only 10 ingots from
the test data were predicted correctly as structure loss, where 16 is predicted
correctly as non-structure loss. The outnumber of amount correctly predicted
ingots without structure loss, could be explain by that the structure loss occurs
later in the shoulder or body for those ingots used for predictions in end of
Crown.

Table 5.20: Confusion Matrix for interval (1-5400) with random forest in the
crown.

Actual \ Predicted ‘ Non-Structure loss Structure loss

Non Structure loss 16 10
Structure loss 15 10

Figure 5.10 illustrates the cross-entropy loss scores for each interval in the
crown using random forest. It can be observed that the cross-entropy score is
relatively low until it reaches interval 1-2400, which reflects excellent model
performance in this period with scores always below 0.60. Figure 5.9 also
demonstrates that the model exhibits high ROC AUC scores in this period,
thereby confirming its ability to make reliable predictions. In particular, during
the interval 1-800, the model demonstrated strong predictive performance,
with a loss score below 0.45 and an ROC AUC of 0.75.
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Figure 5.10: Cross Entropy Loss with random forest in the crown.

In interval 1-2400, it is observed a sudden peak which suggest that the
model demonstrates poor reliability . The sudden drop in ROC AUC score in
Figure 5.9 reflect the model’s struggle to make reliable predictions. Further-
more, the model exhibit a stable increase in cross-entropy loss score, inverse
propositional to the ROC AUC scores reflecting the model’s struggle to make
reliable and correct predictions.
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5.2.3 Neural Network

Figure 5.11 illustrates the ROC AUC scores across intervals with a neural
network model. It can be observed that the model’s performance declines con-
sistently across the intervals. The model demonstrates a relatively high level
of performance during the initial 70 minutes (interval 1-4200), with a ROC
AUC score consistently exceeding 0.60. Until interval 1-2000 the scores varies
between 0.7 and 0.9, which show that the model works fine for distinguish
between non-structure loss or structure loss in this period of the crown. After
interval 1-4400 the model shows a lower performance and larger variation in
the scores, where it never above 0.60 and at one point all the way down to
0.3. This suggest that the model find it difficult to distinguish between the two
classes in the end of the crown.

It can be observed that the model’s performance declines consistently
across the intervals. The model demonstrates a relatively high level of perform-
ance during the initial 70 minutes (interval 1-4200), with a ROC AUC score
consistently exceeding 0.60. Until interval 1-2000, the scores exhibited a range
of 0.7 to 0.9, indicating that the model was effective in distinguishing between
non-structure loss and structure loss during this period of the crown. Following
the 70 minute interval, the performance of the model declines, with greater
variation in the scores observed. The scores never exceed 0.60, at one point
reaching as low as 0.3. This indicates that the model encounters difficulty in
distinguishing between the two classes towards the end of the crown.
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Figure 5.11: ROC AUC scores with neural network in the crown.

For the feature importance analysis for neural network in the crown it was
“Total diameter increase” and ” Diameter Increase rate” that had the larger
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influence on the predictions. This shows the importance the diameter growth
parameters is to distinguish between ingots without structure loss and with
structure loss. In a region where the diameter changes occurs rapidly, as done
in transition from neck to crown and early stages of crown. The diameter
growth is result from the seed speed and heater power, and seed speed should
stay relatively constant through the crown and heater power should have steady
decrease from the start of the crown to the end, as stated in [12]. Another
feature that had a great influence on the model was “Total heater power”, so
when the model shows better performance in the start of the crown, it could be
because of the heater power does not have has steady decrease, which makes
the diameter to have more variation in the growth.

When taking a closer look at the intervals in Figure 5.11, it has been
evaluated the accuracy, precision and recall for the three different interval
presented in 5.21. For interval 1-1800, the model achieves an accuracy rate
of 65%, a precision rate of 71%, and a recall rate of 48%. The relatively high
accuracy and precision combined with a low recall rate indicate that the model
finds it easier to predict ingots without structural loss. For ingots labeled as
structural loss, the predictions are almost randomly guessed by the model. This
could mean that the ingots with structural loss used in the training and test sets
have occurrences of structural loss later in the Czochralski process, suggesting
that the post-interval should be adjusted closer to the interval.

Table 5.21: Performance scores across three intervals in the crown with neural
network.

1-1800 1-3600 1-5400
Accuracy  0.65 0.63 0.53
Precision  0.71 0.65 0.52
Recall 0.48 0.52 0.48

For interval 1-3600 the accuracy and precision of the model decreases,
with accuracy rate of 63% and precision rate of 65%. The recall increases a
small amount to 52%, which means that the model’s ability to predict structure
loss correctly increases. For the interval between 1 and 5400, all performance
scores decreased, with an accuracy rate of 53%, a precision rate of 52%, and
a recall rate of 48%. This is approaching the end of the crown, which could
indicate that the occurrence of structure loss is concentrated in the shoulder
or body region. Consequently, the crowns labelled with structure loss may be
equivalent to those without structure loss, making it challenging for the model
to distinguish between the two classes.
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Table 5.22 presents the confusion matrix for interval 1-1800. It shows the
consequence of the weak recall rate with just 12 cases of correctly predicted
ingots with structure loss. In addition, 13 ingots were predicted without struc-
ture loss when they are label with structure loss, resulting in a False Negative.
To have more false negative outcomes than true positive, indicates a weak
performance of the predictive model. Although it is a possibility that the model
can correct the error in later intervals.

Table 5.22: Confusion Matrix for interval (1-1800) with neural network in the
Crown.

Actual \ Predicted ‘ Non-Structure loss Structure loss

Non Structure loss 21 5
Structure loss 13 12

For the ingots in the test datasets label with non-structure loss, the model
shows great predictive abilities, with 21 cases of correctly predicted non-
structure loss, known as True Negative. Only 5 ingots were predicted with
structure loss but actual labels as without structure loss, suggesting that these
would end up to be remelted by trusting the model.

The confusion matrix for interval 1-3600 is presented in Table 5.23, where
it can be observed that the recall rate has increased slightly. This is evidenced
by the fact that 13 ingots were correctly predicted with structure loss, while
12 ingots were identified as False Negatives. On the other hand the decrease
of accuracy and precision is also visible, with 19 ingots identified as True
Negative and 7 ingots identified as False Positive. These results show that the
model has a weak performance in this interval and should probably not be
trusted in a real-life scenario.

Table 5.23: Confusion Matrix for interval (1-3600) with neural network in the
Crown.

Actual \ Predicted ‘ Non-Structure loss Structure loss

Non Structure loss 19 7
Structure loss 12 13

Table 5.24 presents the confusion matrix for interval 1-5400 in the crown.
It is evident that the model continues to perform poorly in the end region of
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the crown where the majority of cases exhibit equivalent results. As previously
stated, this may be attributed to the fact that the parameters are more stable in
the middle and end regions of the crown, and that the occurrence of structure
loss is concentrated in the shoulder or body region.

Table 5.24: Confusion Matrix for interval (1-5400) with neural network in the
Crown.

Actual \ Predicted ‘ Non-Structure loss Structure loss

Non Structure loss 15 11
Structure loss 13 12

Figure 5.12 illustrates the cross-entropy loss scores across intervals using
the neural network model in the crown. The average loss score is 1.297, with
a standard deviation of 0.965, indicating a high degree of variability in the
model’s performance across different intervals. When the loss score is below
1, the model utilises reliable predictions, as evidenced by three periods in the
crown. The initial period, spanning from interval 1-400 to 1-1200, exhibits low
cross-entropy loss scores and relatively high ROC AUC scores above 0.8, as
illustrated in Figure 5.11.This indicates that the model is performing well in
this period of the crown. Once more, the model demonstrates low loss scores
between intervals 1-1600 and 1-2200. Nevertheless, it exhibits slightly lower
ROC AUC scores, indicating a higher number of mispredictions, although
these are not as numerous as might be expected. Furthermore, for the period
between intervals 1-3200 and 1-4000, the model demonstrated high loss scores
and ROC AUC scores approaching 0.7, indicating reliable performance with a
few mispredictions.

Intervals with very high cross-entropy loss scores are often due to the model
making overconfident predictions, which are heavily penalized by the cross-
entropy function. This issue may arise from the neural network model being
too complex, making it prone to overfitting, especially with a small dataset.
Overfitting occurs when the model closely fits the training data, including noise,
and thus fails to generalize effectively to new, unseen data. Such overfitting
can result in high confidence in incorrect predictions. Since the cross-entropy
loss function heavily penalizes these errors, even a few mispredictions can
lead to a significantly high loss score. Additionally, small training sets may be
insufficient to capture the underlying patterns in the data.
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Figure 5.12: Cross Entropy Loss with neural network in the crown.

5.3 Shoulder

A total of 131 ingots were included in the training datasets, while 57 ingots
were included in the test datasets. Given that the shoulder region is significantly
shorter than the other regions, the interval was used with steps of 50 seconds to
reach 500 seconds of the Czochralski of the shoulder. This was done in order
to approximate the point at which most shoulders transition to the body region.

5.3.1 Logistic Regression

Figure 5.13 illustrates the ROC AUC scores across intervals in the shoulder
region, using logistic regression as a predictive model. For the first three
intervals, the model shows a relatively high score with a peak of 0.70 in
interval 1-150. In interval 1-200, the model shows a significant decline in
performance, dropping to around 0.60. There is a subsequent period of stability
until the end of the shoulder region. The cumulative interval may introduce
uncertainty into the model. For instance, the first interval (1-50) only contains
50 datapoints from the start of the shoulder-pulling process. As the interval
extends, it contains more data on the process, potentially leading to more stable
performance. However, the increase in performance in the early stages may
be due to the rapid physical changes that occur during the transition from the
crown to the shoulder. During this transition, the diameter will be reduced
slightly. This can be achieved by increasing the seed speed, although it is
crucial to ensure that the seed speed is not too high, as this could result in
the diameter growing inwards during body growth. This is also discussed in
section 3.2.
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Figure 5.13: ROC AUC scores with logistic regression in the shoulder.

When performing the feature importance analyse in section 4.2.1 is was
found that ”Total heater power” and ”Seed speed Variability” were the two
features with most influence on the predictions. These features indicates of
the energy involved and the consistency of the seed speed adjustments for the
specific interval. This can show that for the ingots with structure loss contains
more variability in the seed speed, specially in the early stages of the shoulder.
This could then cause the diameter to grow inwards, which is critical cause of
dislocations in the ingot. The “Total heater power” feature can indicate that
the ingots with detection of structure loss has higher energy involved, and as
consequence a higher temperature in the crucible, which might lead to the
diameter growing inwards.

Table 5.25 presents performances scores for three different interval across
the shoulder of the ingot. Interval 1-150 demonstrates good performance with
a accuracy rate of 65%, precision rate of 60% and recall rate of 78%. The
indicates that the model would perform stable predictions, only downside
would be the precision score of only 60%, which means that the model will
predict a relatively high amount of ingots as False Positive. For interval 1-300,
it can be observed that the performance of the model declines with a accuracy
rate of 54%, precision rate 51% and recalls rate of 70%. These scores indicates
that the model performs poorly in this interval. The performance of the model
declines even more in interval 1-450, with accuracy rate of 49%, precision rate
of 47% and recall rate of 56%. These performance scores indicates that the
model would not beneficial to trust in the in this interval.
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Table 5.25: Performance scores across three intervals in the shoulder with
logistic regression.

1-150 1-300 1-450
Accuracy 0.65 054 0.49
Precision 0.60 0.51 047
Recall 0.78 0.70 0.56

A detailed examination of the performance scores presented in Table 5.25
will be conducted, with a particular focus on the confusion matrix for each
interval. Table 5.26 illustrates the confusion matrix for interval 1-150, where
the model predicted 21 ingots correctly as structure loss, also known as true
positive. With regard to the correctly predicted ingots without structure loss,
there were 16 cases of true negatives. The model exhibited only 6 instances of
false negatives, where the predicted outcome was the without structure loss
label, yet the actual outcome exhibited structure loss. This would suggest that
the model would permit the Czochralski process to continue, with these 6 ingots
remaining undetected by the model within this interval. It is also possible that
the false negative cases could be identified in a subsequent interval. Conversely,
there were 14 instances of false positives, indicating that the model may have
problem identifying these ingots without structure loss. If the model were to be
trusted in this interval, these 14 ingots would be remelted, potentially leading
to unnecessary costs.

Table 5.26: Confusion Matrix for interval (1-150) with logistic regression in
the shoudler.

Actual \ Predicted \ Non-Structure loss Structure loss

Non Structure loss 16 14
Structure loss 6 21

From Table 5.25 it was found that the interval 1-300 had declines in the
performance, and this is decline is also displayed in the confusion matrix of
the model in Table 5.27. Where the model predicted 19 ingots correctly with
structure loss, also known as True Positive. For True Negative cases it was
only 12 ingots that got correctly predicted without structure loss and 8 cases of
False Negative. The False Negative exhibited a considerable number of ingots
(18) with structure loss, yet the actual label was without structure loss. This
quantity of False Positive could be the determining factor in the model’s lack
of trustworthiness within this interval.



5.3 Shoulder 87

Table 5.27: Confusion Matrix for interval (1-300) with logistic regression in
the shoulder.

Actual \ Predicted ‘ Non-Structure loss Structure loss

Non Structure loss 12 18
Structure loss 8 19

For the interval in the end stages of the shoulder, it is presented in Table
5.28. Here the it is found that the model performs extremely poor and it would
not be beneficial to trust the model in this interval with logistic regression
model.

Table 5.28: Confusion Matrix for interval (1-450) with logistic regression in
the shoulder.

Actual \ Predicted ‘ Non-Structure loss Structure loss

Non Structure loss 13 17
Structure loss 12 15

Figure 5.14 displays the cross-entropy loss scores across intervals for the
logistic regression model, with an average loss score of approximately 0.68 and
a standard deviation of 0.02, indicating moderate variability in model perform-
ance. Intervals with low cross-entropy scores typically have better calibrated
models, leading to more reliable predictions. The model demonstrates more
reliable predictions in the first three intervals, where it also achieves higher
ROC AUC scores, particularly in interval 1-150, as shown in Figure 5.13. After
interval 1-150, the model records high loss scores and low ROC AUC scores,
indicating poor model calibration and prediction accuracy. Consequently, it
can be argued that in the later periods of the shoulder, the logistic regression
model struggles to provide reliable confidence scores and balanced predictions.
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Figure 5.14: Cross Entropy Loss with logistic regression in the shoulder.

5.3.2 Random Forest

Figure 5.15 illustrates the ROC AUC score across intervals using a Random
Forest model. The scores vary significantly, ranging from 0.55 to 0.65, which
suggests that the model is almost randomly guessing the predictions. This poor
performance could be explained by the uncertainty in the data, as random forest
models require more data in the training and test sets to perform effectively. The
large variation in the scores could be due to the fact that each interval contains
a different number of datapoints. For instance, interval 1-50 only contains
50 datapoints, while interval 1-450 contains 450 datapoints. Therefore, later
intervals could have higher certainty due to the increased amount of data.
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Figure 5.15: ROC AUC scores with random forest in the shoulder.

Figure 5.29 shows accuracy, precision, and recall scores for three intervals
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across the shoulder. It is evident that the Random Forest model has poor
overall performance in the shoulder, with accuracy and precision rates for all
three intervals around 50%. Only in intervals 1-150 and 1-450 does it show
a relatively higher recall rate of 67% and 63%, respectively, which indicates
a better ability to correctly predict ingots labeled with structural loss. The
poor performance suggests that the random forest algorithm struggles to make
accurate predictions with this type of data. This late in the Czochralski process,
it is a possibility that the operator can also detect structural loss. Therefore,
it may be more beneficial to rely on the operator’s judgment for detecting
structural loss rather than trusting the machine learning model in this context.

Table 5.29: Performance scores across three intervals in the shoulder with
random forest.

1-150 1-300 1-450
Accuracy 0.54 053  0.56
Precision 0.51 050 0.53
Recall 0.67 041 0.63

Table 5.34 presents the confusion matrix for interval 1-150. The results
from the predictions made on the test set show a high recall rate with 18
True Positive cases and only 9 False Negative cases. However, a concerning
aspect of this confusion matrix is the high number of False Positives, with 17
cases. This means that if the model were to be trusted, 17 ingots would be
unnecessarily remelted.

Table 5.30: Confusion Matrix for interval (1-150) with random forest in the
shoulder.

Actual \ Predicted \ Non-Structure loss Structure loss

Non Structure loss 13 17
Structure loss 9 18

Table 5.31 presents the confusion matrix for interval 1-300, indicating
that the model has difficulty accurately predicting structural loss. With just 11
ingots correctly identified as having structural loss (True Positives), the model
also exhibits a significant number of False Negatives (11). This suggests that
the model’s predictions should be treated with caution.



90 Results and Discussion

Table 5.31: Confusion Matrix for interval (1-300) with random forest in the
shoulder.

Actual \ Predicted ‘ Non-Structure loss Structure loss

Non Structure loss 19 11
Structure loss 16 11

The confusion matrix for interval 1-450 in Table 5.32, also indicates that
the model’s predictions should be treated with caution. The predictions made
for ingots labeled without structural loss are only 50% correct, meaning the
model is essentially guessing randomly.

Table 5.32: Confusion Matrix for interval (1-450) with random forest in the
shoulder.

Actual \ Predicted ‘ Non-Structure loss Structure loss

Non Structure loss 15 15
Structure loss 10 17

Figure 5.16 displays the cross-entropy loss scores across intervals for
the random forest model, with an average loss score of approximately 0.69
and a standard deviation of 0.05, indicating moderate variability in model
performance. Generally, the model provides reliable predictions until it reaches
intervals 1-300 and 1-500, which exhibit marked peaks in loss scores. These
intervals also show poor performance as evaluated in Figure 5.15. This pattern
suggests that the model’s predictions are unreliable and poor in these specific
intervals.
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Figure 5.16: Cross Entropy Loss with random forest in the shoulder.

5.3.3 Neural Network

Figure 5.17 presents the ROC AUC scores across intervals for the neural
network model. It is evident that the scores vary drastically. The only note-
worthy performance is in interval 1-150, where the ROC AUC is just above
0.70. The feature importance analysis revealed that the Total heater power”
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Figure 5.17: ROC AUC scores with neural network in the shoulder.

feature had the greatest influence on the predictions. This suggests that the
total heater power is higher for ingots with structural loss, where it should
increase slightly to decrease the diameter at the start of the shoulder. As a result,
there is an improvement in the performance of the predictions in interval 1-150.

Table 5.33 presents the performance scores for three different intervals
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across the shoulder. Furthermore, interval 1-150 is identified as the interval
with the most notable improvement in performance, with an accuracy rate of
68%, a precision rate of 63%, and a recall rate of 82%. The remaining two
intervals yielded scores of approximately 50%, which is comparable to the
performance of a random guess.

Table 5.33: Performance scores across three intervals in the shoulder with
neural network.

1-150 1-300 1-450
Accuracy 0.68 0.56 0.51
Precision 0.63  0.53 0.48
Recall 082 063 0.56

The confusion matrix for the three interval categories is presented below.
The only matrix that demonstrates optimal performance is for interval 1-150
in Table 5.34. This matrix has 22 cases of true positive and 17 cases of true
negative. The model only predicts 5 ingots as false negatives, while it predicts
13 ingots as false positives. This is a considerable number, particularly when
one considers that the modeFor the confusion matrices presented in Table 5.35
and 5.36 it is observed that the performance for both intervals is very poor.
This could indicate random guessing in this area of the shoulder.

Table 5.34: Confusion Matrix for interval (1-150) with neural network in the
shoulder.

Actual \ Predicted ‘ Non-Structure loss Structure loss

Non Structure loss 17 13
Structure loss 5 22

Table 5.35: Confusion Matrix for interval (1-300) with neural network in the
shoulder.

Actual \ Predicted ‘ Non-Structure loss Structure loss

Non Structure loss 15 15
Structure loss 10 17
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Table 5.36: Confusion Matrix for interval (1-450) with neural network in the
shoulder.

Actual \ Predicted ‘ Non-Structure loss Structure loss

Non Structure loss 14 16
Structure loss 12 15

Figure 5.18 displays the cross-entropy loss scores across intervals for the
neural network model, with an average loss score of approximately 2.82 and
a standard deviation of 1.71. This indicates high variability and substantial
uncertainty in the model’s predictions. Overall, the model exhibits high loss
scores, suggesting poor robustness and reliability in prediction.

Figure 5.18: Cross Entropy Loss with neural network in the shoulder.
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54 Body

A total of 152 ingots were included in the training datasets, while 66 ingots
were included in the test datasets. All three machine learning models struggled
to predict structural loss. For simplicity, only the results from the logistic
regression model will be presented.

5.4.1 Logistic Regression

Figure 5.19 illustrates the ROC AUC scores across intervals in the body using
logistic regression, where it can be observed that the model hovers around a
value of 0.50 until it increases towards the end of the body.
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Figure 5.19: ROC AUC score for body with logistic regression.

Table 5.37 presents the performance scores for selected intervals, indicating
poor performance in the body. It is evident that the model struggles to make
accurate predictions for ingots with structural loss, as demonstrated by the
significantly low recall rates across all three intervals. This issue is further
highlighted in the confusion matrices presented in Tables 5.38, 5.39, and 5.40.
The poor performance may be attributed to the lack of significant changes in
the body, where the parameters operate under fixed settings. Similar results
were also found with random forest and neural network models; therefore,
their results will not be presented.
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Table 5.37: Performance scores the body for logistic regression.

1-1000 1-2000 1-3000
Accuracy 0.5 0.49 0.64

Precision 1 0 1
Recall 0.03 0 0.29

Table 5.38: Confusion Matrix on test datasets for interval (1-1000)

Actual \ Predicted \ Non-Structure loss  Structure loss

Non Structure loss 32 0
Structure loss 33 1

Table 5.39: Confusion Matrix on test datasets for interval (1-2000)

Actual \ Predicted \ Non-Structure loss Structure loss

Non Structure loss 32 0
Structure loss 34 0

Table 5.40: Confusion Matrix on test datasets for interval (1-3000)

Actual \ Predicted ‘ Non-Structure loss Structure loss

Non Structure loss 32 0
Structure loss 24 10
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5.5 Comparing Models

The objective of this thesis is to ascertain which machine learning model
performs best of the four region of the ingot. The machine learning model
that demonstrates the best performance will subsequently be used in the time-
saving model to estimate the time savings associated with remelting. The
models will be compared only for predictions of the neck and crown, due to the
poor performance and large variations and uncertainties for all three models in
the shoulder region. Due to the cross-validation conducted on the training sets,
the scores will differ slightly from those presented in sections 5.1, 5.2 and 5.3.
However, the overall trends will remain consistent.

5.5.1 Neck

Figure 5.20 illustrates the comparison of ROC AUC scores for all three models.
All three models demonstrate a low score at the start of the neck, and then they
perform more stably after interval 1-600, except for the neural network model,
which shows large variations across the intervals. Logistic regression indicates
the most stable performance and also the overall highest ROC AUC scores.

0.70 4

ROC AUC

—e— Logistic Regression
0.55 4 Random Forest
—o— Neural Network

3 3 3 N o o o N o S S
S N N $ N o N $© N N N
N Ky NN AV AX A EO By

Figure 5.20: Comparison of the ROC AUC score for all models in the neck.
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In order to demonstrate the diversity of the models, different intervals will
be selected for closer analysis than those selected in section 5.1. For interval
1-1000 presented in Table 5.41, the neural network model demonstrates the
best accuracy and precision rate of 68% and 77%. The recall rate is employed
by the logistic regression model, which indicates that logistic regression has
the greatest capacity to predict those actual labels with structure loss correctly,
which makes fewer cases of False Negative but these can be detected in a
later interval. However, as discussed in Section 3.2, to avoid the remelting of
ingots that actually contained non-structure loss, which would be remelted
and potentially lead to unnecessary costs, the precision score is given greater
weight than the recall score.

Table 5.41: Performance scores for interval 1-1000 for all three models.

Logistic Regression Random Forest Neural Network

Accuracy 0.57 0.65 0.68
Precision 0.52 0.61 0.62
Recall 0.82 0.65 0.77

From Table 5.42 it is evident that the neural network displays a poor
performance, as it is unable to predict any of the actual labels correctly, despite
the use of structure loss. For this interval, the random forest model exhibited
the highest accuracy and precision, with values of 65% and 61%, respectively.

Table 5.42: Performance scores for interval 1-2000 for all three models.

Logistic Regression Random Forest Neural Network

Accuracy 0.60 0.65 0.54
Precision 0.54 0.61 0
Recall 0.88 0.65 0

In the later stages of the neck, the random forest model displays the highest
performance, as evidenced by Table 5.43. This may be attributed to the en-
semble learning of random forest, whereby multiple individual models are
combined to create a more robust and accurate model. Given the limited data
set on which the model is based, the ensemble learning approach may be able
to compensate for any model weaknesses.
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Table 5.43: Performance scores for interval 1-3000 for all three models.

Logistic Regression Random Forest Neural Network

Accuracy 0.62 0.73 0.68
Precision 0.57 0.68 0.63
Recall 0.77 0.77 0.71

5.5.2 Crown

Figure 5.21 presents the comparison of the ROC AUC scores for all three mod-
els in the crown. The models shows a similarly trend, with high performance
in early stages of the crown and the performance declines steadily towards the
end of the crown. Logistic regression has the highest peak of 0.9 in interval
1-1000, but further into the crown it looks like the random forest model overall
has the highest ROC AUC score after interval 1-2600.
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Figure 5.21: Comparison of the ROC AUC score for all models in the crown.

To demonstrate the diversity of the models, different intervals will be ana-
lyzed more closely than those selected in Section 5.2. Table 5.44 presents the
performance scores for interval 1-800, where it is evident that the neural net-
work exhibits the weakest performance among the models. Logistic regression,
on the other hand, shows slightly better precision, resulting in fewer cases of
False Positives. Consequently, ingots actually without structure loss would not
be incorrectly subjected to remelting.
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Table 5.44: Performance scores for interval 1-800 for all three models.

Logistic Regression Random Forest Neural Network

Accuracy 0.75 0.75 0.67
Precision 0.88 0.80 0.65
Recall 0.56 0.64 0.68

For interval 1-2800 it is clear that the random forest model utilize the
best performance, as shown in Table 5.45. Random forest contains the highest
scores for all three performance scores.

Table 5.45: Performance scores for interval 1-2800 for all three models.

Logistic Regression Random Forest Neural Network

Accuracy 0.67 0.73 0.69
Precision 0.68 0.72 0.67
Recall 0.60 0.72 0.72

Table 5.46 presents that the random forest model also works better in this
interval, only recall score is higher for both logistic regression and neural
network. Here both showcase very similarly scores.

Table 5.46: Performance scores for interval 1-4800 for all three models.

Logistic Regression Random Forest Neural Network

Accuracy 0.53 0.61 0.55
Precision 0.52 0.63 0.54
Recall 0.60 0.48 0.60

In general, the random forest model demonstrated better performance on
the unseen data used in the crown. It is challenging to ascertain the precise
reasons for the slightly lower performance of the logistic and neural networks
compared with the random forest. However, it is notable that both models
utilise the sigmoid function, which calculates the predicted probability of the
outcome. The sigmoid function is a widely used mathematical function due
to its combination of non-linear and differentiable properties. The article [52]
states that the use of the sigmoid function may precipitate a vanishing gradient
problem, which arises when the output is O or 1, and the gradient of these
inputs is close to zero. This can result in an unstable training process and a
reduction in the weight of the network, thereby impeding its capacity to learn.
It can be argued that the combination of a small amount of data with this
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approach may be the reason for the better performance of ensemble learning
with random forest on this kind of data.
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5.6 Time-Saving Model

The time-saving model, using the random forest model, is based on its overall
performance presented in sections 5.2 and 5.5.2. The accuracy threshold was
set at 70%, achieved during four intervals. For intervals that meet this threshold
are all represented the early stages of the crown, consistent with results in
section 5.2.2. The remelting time was calculated by Equation 4.1 where the
volume of the ingot at where the model indicated remelting is multiplied with
the remelting rate. For the same ingot the remelting time is calculated by the
volume at where the operator detected structure loss, multiplied with the same
remelting rate constant. This analysis enables to compare the time saved and
time lost across interval above the accuracy threshold.

Based on calculations using the method described in Section 4.6, an estim-
ate of the average remelting time for intervals exceeding the accuracy threshold
was determined to be 10 minutes. Time savings were calculated by taking the
difference between when the model achieved an accuracy above 70% and the
remelting time detected by the operator, including the period of crystal growth
from when the model showed high performance to when structural loss was
detected by the operator. It was found that with one correct prediction, it is
possible to save approximately 60 minutes.

A model with a minimum accuracy of 70% suggests incorrect predictions
(false positives and false negatives) 30% of the time. For simplicity, it is
assumed that the time taken to correct false negatives is minimal, as errors
might be rectified in subsequent intervals. Therefore, the focus is on the time
lost due to false positives, where remelting was predicted but not actually
needed. The calculation of time lost due to unnecessary remelting operations
was performed by determining the average time taken for a remelting process
and then multiplying this by the number of false positives. The calculation of
time saved was done by multiplying the count of true positives by the time
saved per correct prediction (60min) to get the total time saved for each interval.
It is important to note that this analysis was performed on a test set containing
51 ingots.
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Table 5.47 presents the accuracy of the model for different intervals along
with the number of false positives and the corresponding time lost due to these
false positives. The accuracy of the model ranges from 0.73 to 0.88 across
different intervals. The time lost due to false positives varies between 30 and 60
minutes per interval. This time lost is significant as it represents the operational
inefficiencies caused by incorrect model predictions.

Table 5.47: Time-saving model results showing the interval, accuracy, false
positives, and time lost for each interval.

Interval ‘ Accuracy | False Positives | Time Lost (hours)

(1,400) | 0.88 ‘ 3 ‘ 0.5
(1,600) | 078 | 4 | 0.67
(1,800) | 075 | 4 | 0.67
(1,1000) | 076 | 3 | 0.5
(1,1800) | 073 | 6 | 1
(1,2000) | 073 | 6 | 1

In table 5.48 displays the number of true positives and the corresponding
time saved due to correct predictions by the model. The time saved is substan-
tial, ranging from 16 to 22 hours per interval. This highlights the potential
benefits of the model in identifying the need for remelting accurately, thereby
saving significant operational time.

Table 5.48: Time-saving model results showing the interval, accuracy, true
positives, and time saved for each interval.

Interval ‘ Accuracy | True Positives | Time Saved (hours)

| |
(1,400) | 088 | 22 | 22.0
(1,600) | 078 | 18 | 18.0
| |
| |
| |
| |

(1,800) | 075 16 16.0
(1,1000) | 0.76 16 16.0
(1,1800) | 0.73 17 17.0
(1,2000) | 0.73 17 17.0

Table 5.49 provides the net time saved by subtracting the time lost due to
false positives from the time saved due to true positives. The net time saved
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ranges from 15.3 to 21.5 hours per interval. This indicates that despite the time
lost due to false positives, the model still provides a significant net benefit in
terms of time saved. At the most it is possible to save 21.5 hours while

Table 5.49: Time-saving model results showing the interval, accuracy, and net
time saved for each interval.

Interval ‘ Accuracy | Net Time Saved (hours)

|
(1,400) | 088 | 21.5

(1,600) | 078 |
(1,800) | 075 | 15.3

|

|

|

17.3

(1,1000) | 0.76 15.5
(1,1800) | 0.73 16.0
(1,2000) | 0.73 16.0

The results indicate that the time-saving model effectively predicts the need
for remelting with a reasonable degree of accuracy. Although false positives
lead to some time loss, the overall net time saved is substantial. For example,
in the interval 1-400, the model achieves an accuracy of 88%, resulting in a net
time saving of 21.5 hours. This demonstrates that the model can significantly
reduce operational inefficiencies by making timely and accurate predictions
in the early stages of the crown. Even for intervals with accuracy’s close to
the threshold, a large net time saving of 16 hours is observed, suggesting that
a threshold of 70% yields excellent results and could potentially be lowered
to include more intervals. This analysis indicates that it is possible to saved
around 16-21.5 hours when testing the model on 51 ingots. Thereby, increas-
ing number of ingots could increase the time saved to maximize operational
benefits.

The estimated times for remelting (10 minutes) and time saved per correct
prediction (60 minutes) are based on assumptions. These estimates may vary
significantly in real-world scenarios, affecting the accuracy of the calculated
time saved and lost. The model does not consider the stabilization time required
after a prediction is made. In reality, there may be additional delays and
operational steps that impact the overall time saved.
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5.7 Summary of results

In summary, some of the objectives for this thesis have been accomplished,
while others have not. This will be summarized in the following list:

* Neck Region: All three models—logistic regression, random forest, and
neural networks—demonstrated improved stability in later intervals. The
’Seed speed heater power ratio’ was identified as the most important
feature influencing the predictions. Among these, the random forest
model exhibited the highest predictive performance in the neck region,
characterized by better precision and fewer false positives compared to
the other models.

* Crown Region: The models showed good results in the early stages
but a decline in accuracy towards the end of the crown was seen. Key
features influencing predictions were the "Energy efficiency indicator’
and ’Diameter increase rate.” Among them, the random forest model
consistently demonstrated superior performance, maintaining higher
ROC AUC scores throughout the crown.

* Shoulder Region: All models struggled to predicting structural loss in
the shoulder region. None of the models demonstrated notable better
performance, indicating the need for further refinement and additional
features specific to this region.

* Body Region: Similar to the shoulder, the body region posed difficulties
for all models. The lack of significant parameter changes in this region
likely contributed to the poor performance of the models.

* Time-Saving Model: Using data from the random forest model, the
time-saving model attained accuracy above the 70% threshold in four
intervals. By analyzing False Positives and True Positives extracted from
these intervals, it was possible to calculate the time lost due to incorrect
predictions and the time saved due to correct predictions. Despite losing
30-60 minutes per interval to False Positives, the net time saved was
substantial, ranging from 16 to 21.5 hours per interval when testing 51
ingots in the model.



Chapter 6

Conclusions

This thesis has explored three machine learning models, logistic regression,
random forest, and neural networks, to predict structural loss in different re-
gions of the ingot during the Czochralski process. The regions analyzed—neck,
crown, shoulder, and body—each presented unique challenges and yielded
distinct performance outcomes. It was found that including datasets where
structural loss was detected closer to the investigated interval, enhanced by a
post-interval, improved the accuracy of the predictions.

The neck and crown regions demonstrated the most promising results.
In particular, the random forest model consistently outperformed the other
models, exhibiting high accuracy, precision, and recall scores. This suggests
that the ensemble learning approach of random forest effectively captures the
complexities and variabilities inherent in the early stages of the Czochralski
process.

In the neck region, the random forest model achieved the highest accur-
acy and precision, especially in the later intervals, indicating its robustness
in predicting structural loss as the Czochralski process progresses. Common
for all models in the neck was that the feature ”Seed heater power ratio” was
one of the most influential parameter on the predictions. This suggest that
the balance between seed speed and heater power is critical to control, and
also to measure accurately to be able to determine structure lloss early. The
logistic regression model, showed stability and decent performance in the early
intervals, did not match the overall efficacy of the random forest model. The
neural network model, despite its potential, exhibited considerable variations
and inconsistencies, highlighting the need for further refinement and possibly
larger training datasets.
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The crown region further validated the superiority of the random forest
model, which maintained higher ROC AUC scores and better overall per-
formance metrics compared to the other models, particularly in the early to
mid-stages of the crown. While the logistic regression model showed strong
initial performance, it struggled to maintain accuracy and precision deeper into
the crown. The neural network model again displayed variability, indicating
that further optimization is necessary. The diameter growth and its dependency
on heater power changes were significant factors influencing predictions, sug-
gest the shape of the crown is important specially in the early stages.

In the shoulder and body regions, all three models struggled to provide
reliable predictions. The high variability and uncertainty in these areas suggest
that the current modeling approaches may be insufficient, or that additional for
these regions, more specific features and parameters need to be incorporated
to improve predictive accuracy.

The time-saving model using the random forest algorithm has shown signi-
ficant practical benefits. By maintaining an accuracy threshold of 70%, four
intervals achieved this, all representing early crown stages. Despite some time
lost to false positives, testing the model on 51 ingots for the four intervals
resulted in net time savings ranging between 16 and 21.5 hours.

The research carried out in this thesis highlights the potential of machine
learning models, to enhance the Czochralski process by enabling the early de-
tection of structural loss. These findings could lead to significant time savings,
and consequently saving money and energy, by discover the need for remelting
early in the Czochralski process.

6.1 Future Work

There are several suggestions for future work. Firstly, a larger amount of data
for ingots would increase both the training and test sets. It would be interesting
to see how the model performs with larger datasets, as this could also reduce
some of the uncertainties associated with the somewhat limited number of
datasets used in this work, if the predictions would have the same trends. With
larger datasets it would also be possible to decrease the post-interval and see
how the model would be behave.
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Different calculations of features could also be further investigated, to see
if the performance of the model improves. A options could also to include
more parameters from the Czochralski silicon process, such as weight of the
ingot, crucible rotation and pressure in the crucible, to investigate the influence
they would have on the predictions.

It would not be possible to treat the data as time-series with logistic regres-
sion, random forest and MLPClassifer models from Scikit-learn library, where
the risk of overfitting would be high. Therefore, it would also be interesting to
see how the model would behave if the data was treated as time-series. This
would make it possible to get a better understanding of the patters in the data.
To achieve this it would be necessary to use other machine learning models,
for instance Long short-term memory (LSTM).
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Appendix A

Feature Importance

Here, the feature importance for each model is included for neck, crown,
shoulder and body. The importance of features will vary for each model, due
to each model has different assumptions about the data. Logistic regression
assumes linearity, while random forest and neural network can model interac-
tions between features, making some features appear more important due to
their combined effect with others.

Feature Importance for Logistic Regression
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Figure A.1: Feature Importance for Logistic Regression (Neck)
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Feature Importance for Random Forest
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Figure A.2: Feature Importance for Random Forest (Neck)

Permutation Importance (Absolute) for MLP Classifier
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Figure A.3: Permutation Importance (Absolute) for MLP Classifier (Neck)
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Feature Importance for Logistic Regression
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Figure A.4: Feature Importance for Logistic Regression (Crown)
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Feature Importance for Random Forest
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Figure A.5: Feature Importance for Random Forest (Crown)
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Permutation Importance (Absolute) for MLP Classifier
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Figure A.6: Permutation Importance (Absolute) for MLP Classifier (Crown)
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Feature Importance for Logistic Regression
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Figure A.7: Feature Importance for Logistic Regression (Shoulder)
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Feature Importance for Random Forest
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Figure A.8: Feature Importance for Random Forest (Shoulder)
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Permutation Importance (Absolute) for MLP Classifier
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Figure A.9: Permutation Importance (Absolute) for MLP Classifier (Shoulder)
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Feature Importance for Logistic Regression
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Figure A.10: Feature Importance for Logistic Regression (Body)
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Figure A.11: Feature Importance for Random Forest (Body)
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Feature Importance for Logistic Regression
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Figure A.12: Permutation Importance (Absolute) for MLP Classifier (Body)
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