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Abstract

High-fidelity optimisation studies are a useful asset in the design of critical components for large gas
turbines. These studies require the computation of numerous computationally expensive CFD simu-
lations and result in predominantly optimisation graphs of design objectives (e.g. Pareto-front figure).
The quantity of generated data is intractable and therefore in practice not stored. All the physical insight
into the flow-fields is lost and no data can be accessed nor any adjustments can be made. This work
researches the combination of CFD simulations and Machine Learning (ML) algorithms to simultane-
ously: 1) reduce computational cost and time, 2) retain physical insight by focusing on the prediction
of flow-fields and 3) keep the ability to access information or to make adjustments.

This research starts with the identification of 19 potential holding ML-algorithms. A suitable algorithm
is chosen with the help of 4 criteria, that is referred to as the Proper-Orthogonal Decomposition (POD)
- Interpolation algorithm. In studied literature it reportedly provided very high speed-up times, good
accuracy, additional learning benefit and is relative simple. The POD-Interpolation algorithm is imple-
mented on two test cases: the Von Karman Vortex Street and a Shear Mixing Layer. The results are
summarised for both as unphysical and highly inaccurate. Two root-causes are identified: the first is
an invalid assumption in the methodology and the second dominant root-cause is a fundamental flaw.
Interpolation can never accurately predict dominant frequencies in a flow-field.

With the inability of the POD-Interpolation algorithm to predict physical accurate flow-fields, a self-
proposed algorithm is implemented. This is referred to as the Sparse-Dynamic-Mode-Decomposition
(sDMD) - Scaling method. This method relies on accurate scaling relations to predict flow-fields. How-
ever, almost no application cases have known scaling relations. The sDMD-Scaling algorithm is ca-
pable of discovering and using these newly discovered scaling relations to predict flow-fields. This is
proven for the Von Karman Vortex Street case with self-made scaling relations: the Mean Residual Er-
ror of the predicted flow-fields rarely exceeds 7%. An error reduction factor of ~ 10 is achieved when
compared to the POD-Interpolation approach. The design space from the test case is computed = 5.6
times faster with the CFD and sDMD-Scaling combination than with the conventional CFD approach.
Furthermore, any new design point can be computed ~ 309 times faster with the trained sDMD-Scaling
algorithm than with a CFD simulation.

The sDMD-Scaling algorithm proves that it is possible to combine CFD and ML to achieve the 3 afore-
mentioned goals for a canonical fluid dynamic test case. Several recommendations are presented
to improve the sDMD-Scaling algorithm for more complex cases. However, given the difficulties and
efforts that went into the relative straightforward test cases, it is difficult to foresee any large-scale
implementation of any CFD and ML combination for predicting flow-fields.
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Introduction

Chapter 1 serves as an introduction to the topic and provides general information about the project.
The first section provides the context and motivation behind this thesis project. Section 1.2 gives a
detailed overview of the problem and touches upon the first theoretical concepts underlying the problem.
Thereafter, the research questions and goals are tabulated in section 1.3. Whereas, the last section
provides the outline of this thesis document.

1.1. Motivation

Over the past two decades Computational Fluid Dynamics (CFD) has seen a significant expansion in
terms of both the number of researchers active in the field and industrial users. Engineering companies
have incorporated it as a valuable tool and more commercial and open-source CFD packages are be-
coming available [24]. CFD is a numerical tool that allows the user to perform 'numerical experiments’
for: 1) learning about complicated physical processes, 2) design and 3) optimisation purposes. The
growth of CFD is enabled by the enormous increase in computational power, that in the period of 1965
and 2015 increased one-trillion-fold [94]. Anno 2019, CFD is widely used for many different physical
problems of varying degrees of complexities. Regardless of the enormous growth of computational
power, due to the progression in scientific knowledge the forthcoming research is spend on physical
problems that push the boundaries of what is computationally possible by demanding higher accuracy
results for more complex geometries and physics. Simultaneously CFD is at a stage where its relatively
cost-effective, compared to experimental approaches, and therefore its usage will most-likely continue
to grow.

Siemens AG is a leading company in the fabrication of large land-based gas turbines and is persis-
tently looking for new innovative methods to help push the development of the turbines. A tool that
helps them in this development is CFD. It has become indispensable for learning about the compli-
cated multi-physics phenomena occurring in gas turbines, and for design and optimisation purposes.
Common simulation topics for Siemens includes mixing of fuel and air, combustion and thermoacous-
tics that all require high-fidelity CFD simulations for results that accurately describe the real conditions.
CFD enables Siemens to improve their product and to meet the wishes and challenges given by the in-
dustry. The biggest challenge for all gas turbine manufacturers is producing more efficient and cleaner
turbines, due to the increasingly stringent emission regulations. A critical step, to meet the regulations
and minimising the emissions, is optimising the design of fuel nozzles. In-house studies [10, 36, 71]
have shown that a 40% reduction in NO, emission can be achieved by having an optimal design that
enhances the fuel-air mixedness, where mixedness or unmixedness is defined as a measure of the ho-
mogeneity or quality of the fuel-air mixture. However, optimisation studies (e.g. optimising the design
of a fuel-air nozzle) require numerous high-fidelity CFD simulations that 1) are computationally ex-
pensive, 2) time-consuming and 3) create (extremely) large quantities of data. To showcase a typical
optimisation study an example is given on the next page.



2 1. Introduction

Example 1:

The fuel nozzles of a new combustion chamber design must be optimised. A nozzle has
5 arbitrary design parameters (e.g. length and/or diameter). The required number of CFD
simulations, for the study, is strongly dependent on the number of parameters and the num-
ber of values each parameter accounts for. For the sake of brevity, lets suppose the study
requires 150 high-accuracy CFD simulations to obtain reliable results. The computation of
all these simulations requires a computing grid of 3000 CPU’s. The computational time is
in total 4 weeks (672 hours) and the cost of 1 CPU per hour is 0.05 Euro, which results
in a total cost of +£100.000 Euro. The time and cost are very high, especially considering
that this only include the computational aspect and not any pre- and post-processing work.
Storing the computed data from 150 high-fidelity CFD simulations is intractable and only
key figures and optimisation figures are retained.

The example is kept intentionally vague but still provides a good representation of a typical design and
optimisation study for a critical component. Example 1, highlights the following problems.

1. These studies require an enormous amount of resources. Often computational time and cost
of 1 CFD simulation can already be too high, but this is amplified when dealing with a multitude
of CFD simulations.

2. The generation of intractable amounts of data. To store the computed data is unrealistic
and would result in excessive data-storage costs. Therefore, resulting from optimisation studies
are not the flow-fields (i.e. computed data) but only key figures from each CFD simulation and
optimisation figures (e.g. convergence, Pareto-front and correlation figures).

As a direct consequence of not storing the data, the following problems also need to be addressed.

3. Loss of physical insight. Where physical insight is defined as: the possibility to see how the
computed flow-field evolves over time for every simulation with different design parameters.

4. The inability to access information or make adjustments.

Underlying these optimisation study are certain algorithms, Example 1 describes a study that is based
on a Design of Experiments (DoE) [4, 26]. But others such as SHERPA [138], Genetic Algorithms (GA)
[26] and Gradient-Based algorithms are also available to Siemens. The different algorithms can reduce
the total computation cost and time of optimisation studies. However they cannot overcome the other
issues. Realistically only black-box type of optimisation studies are currently available, which are ex-
pensive and simultaneously our physical insight is lost. Siemens provided the possibility for this Master
thesis project to look for new innovative approaches to mitigate these 4 problems simultaneously that
are adjoined to optimisation studies. Section 1.2 provides a more detailed problem description.

The innovative approaches that are researched during this project are categorised under the com-
prehensive term of "Machine Learning” (ML), that is an umbrella term for a wide variety of algorithms
that can serve many different purposes. The field of ML has seen a dramatic growth in exposure in
the recent years and are increasingly being implemented in different applications. Common examples
include speech applications (Siri - Apple), traffic predictions (Google Maps) but maybe mostly appreci-
ated for its email-spam filtering capabilities (Microsoft Outlook).

To talk about ML in a general sense is inherently flawed due to the amount and large degree of variation
between algorithms. Regardless, what generally can be said is that many of the mathematical working
principles of ML algorithms predates the time of computers and stems from statistics. Seminal work
performed by T.Bayes [9] in the 18" century, A.M. Legendre [81] in the 19" century and A.Markov
[91] in the 20" century contributed significantly to the current-day ML algorithms. Since then, the on-
going evolution of ML algorithms are primarily driven [24] by the following factors: 1) the increasing
quantity of data, 2) advances in computational power, data-storage and transfer, 3) growing amount of
open source software and benchmark problems, and 4) increased interest and investments by industry.

This thesis focuses on analysing, comparing and implementing different ML algorithms to determine
whether they are capable of tackling all 4 problems that are adjoined to optimisation studies.
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1.2. Problem description

In the following section the central problem of the thesis is further scrutinised, however in order to
provide a detailed problem description one important theoretical concept needs to be addressed first.
This is the concept of exploring a design space. A design space is a multidimensional combination
and interaction of design parameters. To be specific, for this project the design space amounts to all
the CFD simulations with different design parameters within an optimisation study. The term design
parameters represents the variables of a CFD simulation and can be divided in two distinct groups: 1)
geometrical parameters (e.g. length, diameter) and, 2) flow parameters (e.g. mass flow, heat input). A
3D visualisation of an arbitrary design space is depicted in Fig.1.1.
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Figure 1.1: Arbitrary 3D design space. Each black and shaded dots represents a design point.

Each axis of the 3D rectangle represents a design parameter that accounts for a set of values. As
mentioned above, design spaces are not limited to three dimensions (as depicted in Fig1.1) but the-
oretically could have infinite dimensions for infinite design parameters. Each dot is referred to as a
design point and can represent 1 CFD simulation when chosen by a statistical algorithm. The details of
these statistical algorithms are beyond the scope of this project, but briefly described in Appendix B.1.
These statistical algorithms are designed to minimise the number of design points and simultaneously
provide the best representation of the design space. For optimisation studies minimising the design
points is important due to the computational cost inherent to each CFD simulation. Simultaneously,
the design space cannot be too sparsely sampled with design points because it renders it impossible
to guarantee that the "optimal” design is found. Lastly, the term exploration of the design space repre-
sents the chosen path between all the design points. This thesis puts a strong emphasis on the product
of such an exploration. The product is defined for this thesis as: for every explored design point, its
full flow-field is computed and available to the user. Therefore after this point, exploration of a design
space is synonymous to having the full flow-field computed and available at every design point in the
design space.

Now that the concept of design space and how to explore it is known, the detailed problem description
can be formulated. The central problem where this thesis revolves around can be stated as follows:

Problem description: Exploration of a design space is very expensive as a whole due to
the subject, number and computational cost of each design point (high-fidelity CFD simula-
tion). Moreover, due to intractable amount of computed data it can practically not be stored
and our physical insight, the ability to access information and make adjustments is lost.

With the central problem formulated above, it is possible to address the available options that re-
searchers currently have to decrease the overall computational cost and time of optimisation studies.
After each option, reasons are listed why they do not suffice to solve the central problem without severe
compromises.

1. Decrease the accuracy of each individual CFD simulation. Where accuracy refers to switching
between CFD solvers and/or decreasing the mesh quality. Accuracy is always a trade-off with
computational cost and time. Therefore, (further) decreasing the accuracy of the CFD simulation
also decreases the cost and the quality of the result.
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» The optimal point, where accuracy and cost are balanced, depends on the goal and subject
of the simulations. Many complex physical processes (including typical application cases
of Siemens) require a high level of accuracy and therefore do not allow for a decrease in
accuracy.

2. Decrease the complexity of the geometry and/or physics of each simulation subject.

* It is common practice when setting-up CFD simulations, to keep the complexity as compu-
tationally lean as possible. This implies that when (further) decreasing the complexity the
quality of your results also suffers significantly. Moreover, significantly simplifying a geome-
try and/or the physics is in general not possible with respect to the goal of the simulation.

3. Reduce the overall amount of CFD simulations when performing optimisation studies.

* As stated in Example 1, the amount of CFD simulations is strongly dependent on the design
parameters and the amount of values each parameter accounts for. Therefore, the amount
of total CFD simulations can be decreased by reducing the number of design parameters
and the number of values each parameter can consists of. The consequence of this all is
that the search for the optimal design is narrowed and can lead to an "optimal” design that is
actually locally optimal but not globally optimal. Therefore, reduction of the amount of CFD
simulations degrades the quality of the optimal design and cannot be therefore considered
an optimal design.

4. Implement a different optimisation algorithm.

* Instead of using an optimisation based on a DoE, use a different optimisation algorithm (e.g.
SHERPA, GA or Gradient-Based). These can reduce the computational cost but do not
overcome the loss of physical insight and ability to access information or make adjustments.

The general drawback of the first 3 basic options listed above, is that every possible computational
cost reduction results in a quality reduction of the CFD simulations and optimisation study. This is not
surprising since quality, time and cost are correlated. Whereas the fourth option can reduce computa-
tional cost, however it still does not mitigate the other problems. These ineffective options lead to the
formulation of the goal of this thesis:

Goal: This thesis researches the possibilities of combining CFD and Machine Learning to
make optimisation studies

« computationally cheaper,

* less time-consuming,

» and more physically interpretable (by having the flow-field at each design point)
+ and retain the ability to access information and make adjustments

1.3. Research questions

In this section a work plan in the form of research questions is formulated to reach the (aforementioned)
goal of this thesis.

» Can ML-algorithms be combined with CFD simulations in such a way that they reduce the overall
computational cost and time of the exploration of a design space? The product of interest are the
full flow-fields for every explored design point.

o What ML-algorithms are suited for this goal?

o When making assumptions, what are the physical implications?

o What speed-up times can theoretically be achieved?

o What is the magnitude of the accuracy losses adjoint to this approach?

* What are the limitations of CFD-ML approach and can they be overcome?

Through answering these questions, this thesis aims to give a substantiated conclusion on the merit of
combining CFD & Machine Learning.
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1.4. Report outline

The outline of this thesis report is as follows. Chapter 2 provides the theoretical background of Fluid
dynamics and CFD. Basically, Chapter 2 provides the information on why CFD simulations are so
computationally expensive. Chapter 3 provides the literature study on Machine Learning. In this chapter
potential algorithms are identified, judged and selected for the combination with CFD. In Example 1 of
Chapter 1 a typical Siemens application case is described. This thesis did not use a typical Siemens
case because of its high complexity that opposes the goal of this thesis. Chapter 4 compactly describes
the two applications cases used throughout this project. Chapter 5 describes the first implemented ML-
algorithm, which is the POD-Interpolation algorithm. This is succeeded by the second algorithm, which
is the sDMD-Scaling algorithm. Lastly, Chapter 7 provides the conclusions and the recommendations.






Theoretical background

A key problem of optimisation studies is that they require enormous amount of resources. Not uncom-
mon is that these studies involve the computation of +150 computationally expensive CFD simulations.
Chapter 2 intends to answer:

1. What makes fluid dynamics complex?
2. Why are high-fidelity CFD simulations required?
3. What makes high-fidelity CFD simulations computationally expensive?

By answering these questions, a deeper understanding of the problem is achieved and partially ex-
plains why Siemens is looking for alternative ways to predict flow-fields. Section 2.1 describes the
governing equations of fluid dynamics and its complexities. Whereas, Section 2.2 describes how these
equations are solved with the help of CFD. Section 2.3 provide the concluding remarks and answers
the 3 aforementioned questions.

2.1. Fundamentals of fluid dynamics

The field of fluid dynamics aims at describing the motion of fluids and gases with the help of basic laws
of mechanics and thermodynamics. Fluid dynamics provides a method for studying any “flow” in or
around an subject. Some canonical examples of fluid dynamics include a flow in or around a pipe, lift
and drag of a wing profile, turbulent shear mixing layers. The movement of a fluid is generally referred
to as "flow” and describes how fluids behave and interact with their surrounding environment.

To reduce the complexity of the physics the following 4 reasonable assumptions are made. These hold
true for the entirety of this document. For more information on these assumptions see the work of
Kundu et al. [75].

+ Continuum Hypothesis. This is an idealisation of a fluid or gas, and are treated as a continuum.

* Newtonian fluids. The viscosity is constant and the viscous stresses are linearly proportional to
the local strain rate.

» Incompressible flows. A fluid or gas element is of constant density (p = const.) and does not
change with pressure and temperature.

» Turbulent flows. Only turbulent flows are researched, laminar flows are out of the scope.

Succeeding this brief introduction on fluid dynamics are 2 subsections. The first is on the conservation
equations of fluid dynamics. These equations describe the physics and enable the computation of
any flow-field. The second subsection is on turbulence, which is a key property of any turbulent flow.
Turbulence is a reoccurring theme in all the remaining chapters.

2.1.1. Conservation equations
The governing principles in fluid mechanics are based on conservation laws for mass, momentum and
energy [75]. The equations of motion of any flow-field are based on these three laws.
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The conservation laws are combined in the Navier-stokes equations that is a system of coupled nonlin-
ear partial differential equations (PDE) [75]. The conservation of energy equation is neglected because
for non-reacting flows, with marginal temperature differences, only the mass and momentum equation
are of concern.

Conservation of Mass

The conservation of mass equation is also referred to as the continuity equation and states that within
a well defined control volume the total mass is constant. The equation can be written in several forms,
but for an incompressible flow the continuity equation can be reduced to [75]

V-ii=0. 2.1)

Conservation of Momentum

The conservation law of momentum is determined by directly applying Newton’s law of motion (m - a = F)
to an fluid element. This equation relates the acceleration of a fluid element to its inertial, surface and
pressure forces and is written as [75]

-

Du .
PpL =PI +V-T. (2.2)

Equation 2.2 is referred to as Cauchy’s momentum equation and is valid for any continuum provided
its deformation is described by an Eulerian approach. The two preceding equations are not sufficient
for a complete description of a flow. Because the preceding equations contain p,i and T that hold
1+ 3 + 9 = 13 unknowns. The constitutive equation that describe the relation between the stress and
deformation helps in this regard. The incompressible stress tensor T is defined as [75]

T=—-p&+2uS (2.3)

where S is defined as the volumetric strain rate tensor. The diagonal terms of S represents elongation
and contraction per unit length. Whereas the off-diagonal terms represents shear deformations. Equa-
tion 2.3 is a linear constitutive equation and is relatively accurate for common fluids such as air and
water [75]. The linear constitutive relation only holds for small strain rates, or otherwise said Newtonian
fluids. Non-Newtonian fluids are characterised by moderate or high rates of strain. The aforementioned
equation enables for the formulation of the Navier-Stokes (NS) equations.

The Navier-Stokes equation

The NS equations combines all previous equations into one set of coupled nonlinear partial different
equations (PDE). The set of NS equations consist of the continuity equation (Eq.2.1) and the Navier-
Stokes momentum equations. For an incompressible Newtonian fluid and small temperature differ-
ences the NS equations are written as [75]

PO = —Vp + pg + uv3i. (2.4)
When reduced to its most compact form the NS equations are quite elegant but deceivingly complex.
There exist only a handful of cases [120] for which Eq.2.4 can be solved analytically. These cases
are however drastically simplified and have well-defined boundary and initial conditions. This is rarely
ever given in nature and complex problems. The NS equations are considered so complex that they
are included in the seven Millennium Prize Problems [31], that are conceived to promote solving the
(current) seven most difficult problems worldwide.

The primary cause for its complexity is due to the very strong nonlinear term, the advective accelera-
tion term (i - V) i that bolsters a quadratic non-linearity [75]. A nonlinear term does not behave in a
proportional manner to a change of the given input. Nonlinear terms are the cause of any system to
behave in an unpredictable and counter intuitive way. The secondary cause for the complexity is due
to the strong coupling between the nonlinear equations [75]. The coupling do not allow the equations
to be solved independently, because they require information from each other. These are the two pre-
dominant factors that make the NS equations so formidable, and generally can only be solved by using
numerical methods. These numerical methods are extensively discussed in Section 2.2.
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2.1.2. Turbulence

The governing NS equations, seen in the previous section, allow for the computation of the dominant
flow quantities such as velocity, pressure and temperature. Turbulence however is the product of the
pressure and velocity fluctuations and is a key property of any turbulent flow. Turbulence can be com-
monly observed and experienced in aeroplanes, near clouds, water jets and more examples are easily
found. In all these physical processes, turbulence fulfills an essential role and is important for heat and
mass transfer, mixing and reacting flows [103].

Aside from the crucial role turbulence fulfills in fluid dynamics, it is also an important topic in Chapter
5 and Chapter 6. These chapters provide and analyses the predicted flow-fields, which are computed
using Machine Learning algorithms. To give a hint, sometimes the predicted flow-fields are inaccurate
because essential turbulence phenomena (described in this section) are neglected in the computation.

The Reynolds number

Turbulence is categorised in two groups, laminar and turbulent. A laminar flow is characterised as
layered, smooth and ordered. Whereas a turbulent flow is chaotic, fluctuating and disordered. An
important parameter in turbulence is the dimensionless Reynolds number, that allows for a relatively
clean distinction between a laminar and turbulent regime. The Reynolds number describes the ratio of
the inertial and viscous forces and is defined as [75]

_ Inertial forces  pUL
¢ = Viscous forces ~ p

(2.5)

In Fig.2.1 each turbulence regime can clearly be identified. From the left, where the flow starts in
the laminar flow regime (where the viscous forces are dominant), to the right where it transitions to a
turbulent regime (where inertial forces are dominant).

Figure 2.1: A water jet which transitions from laminar to turbulent. Obtained from the work of Van Dyke [151]

The Energy Cascade

Another important concept in turbulence that needs to be explored is the "Energy Cascade” which
again is done with the help of Fig. 2.1. From a certain point the flow is turbulent and appears to be
erratic, but if properly examined not completely random [103]. Because in the stream repeating vortex-
structures can be identified, these vortices are referred to as Eddies. Eddies vary in size and the Energy
Cascade describes the interaction between these Eddies. The Energy Cascade dictates that larger
Eddies interact with other larger Eddies and break up into smaller Eddies. This process continues
until the Eddies are so small that they are dissipated into heat through viscous friction. Turbulent
structures/vortices/Eddies is again grouped in two groups: the macro- and microstructure.
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The larger Eddies are grouped in the macrostructure group and are associated with a length scale £
and a velocity scale V. These two scales are used to express an important turbulence parameter, the
kinetic energy dissipation rate [103]:
V3
—. 2.
€ — (2.6)

This is also referred to as the Kolmogorov relation and considered as one of the most important results
of turbulence theory [103]. The dissipation of turbulent kinetic energy describes the rate at which the
energy is absorbed by breaking down the Eddies into ever-smaller Eddies until it is converted into heat
via viscous forces. Regarding the microstructure, it is dominated by nonlinear diffusion processes. The
microstructure is not computed by the employed CFD solvers, and therefore no detailed information is
given on this topic. For more information on the microstructure see the work of Nieuwstadt et al. [103].
The most important findings about the energy cascade are summarised in Table 2.1.

Table 2.1: Properties of the macro- and microstructure, obtained from the work of Nieuwstadt et al. [103]

Macrostructure Microstructure

» Produced by the average flow Energy cascade » Fed by the cascade process
(active) —€ (passive)

« Frictionless « Dominated by friction

« Effective transport of: mass, « Molecular transport processes
momentum and energy

« Anisotropic « [sotropic

e Scales: V,L » Scales: v,

Small note, the characteristics scales for the microstructre v, n are referred to as the Kolmogorov scales
[103] for the length and velocity.

The dynamics of vortices

The dynamics of vortices are referred to as "vorticity” and can be interpreted as the quantity of the
rotation of a fluid element. Vorticity and turbulence are intertwined and turbulence can be seen as
a form of "chaotic vorticity” [75, 103]. Therefore, a section on turbulence is not complete without a
subsection on vorticity. Moreover, in Section 4.3 the physical implications of using a quasi 2-D CFD
domain on vorticity are described. But first, vorticity is defined as the curl of the velocity field [103]

@=VXU (2.7)
and the governing equation of vorticity is defined as

D& . . 5 =

D = (@ - V) u+VvVa. (2.8)
Equation 2.8 is referred to as the vorticity equation and is derived from the NS equations (Eq.2.4)
by applying curl to both sides of the equation. The pressure term in the equation disappears since
the curl of a gradient is zero. The third term in Eq.2.8 represents the diffusion of vortices, whereas
the second term describes the interaction between fluid deformation and vorticity. This second term
requires additional attention because it plays a fundamental role in vorticity and therefore turbulence.

The second term is rewritten’ as [103]
6ui

Jaxj J=Y

S = 1 6ui n au]

b 2 aXJ axi
is the volumetric strain rate tensor, previously seen in Eq.2.3. There exists two types of interactions,
for an incompressible and inviscid flow, that are coupled to the diagonal and off-diagonal terms of S;;.

(2.9)

where

"Using Einstein notation for referring to diagonal and off-diagonal terms.
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» For diagonal terms i = j, the rate-of-strain tensor describes changes in the length of a material
line segment. Where S;; > 0 results in a stretched line segment and s;; < 0 in compressed line
segment. Generally speaking, for an inviscid fluid it is determined that vorticity increases when
S;j > 0 and decreases for s;; < 0. A good metaphor for vortex stretching/compression would be
that of a spinning ice skater which speeds-up by reducing the rotational inertia by retracting the
arm and legs. By stretching a vortex roll the rotational inertia becomes smaller which results in
an increased vorticity.

* For off-diagonal terms i # j, the rate-of-strain tensor describes a tilting/angular displacement,
from the j-direction to the i-direction, of the vorticity vector w;(0, 0, w).

Important to note is that an energy transfer occurs between the vortex and the deformation field s;;
that originates from the energy cascade. Where the larger Eddies deform and transfer energy to the
smaller Eddies and therefore increase the vorticity of the smaller Eddies. Vortex stretching is an essen-
tial part of turbulence since it plays a key role in transfer of energy between Eddies. Vortex stretching
however is only possible in three-dimensional flows, since in two-dimensions the vortex lines cannot
be deformed.

Lastly, Section 2.1.2 is a brief overview of turbulence, only the relevant (w.r.t this thesis) turbulence
aspects are described. For more information on turbulence see the work of Nieuwstadt et al.[103].

2.2. Fundamentals of Computational Fluid Dynamics

Computational fluid dynamics is a branch of fluid mechanics that is used to solve the NS equations. In
the past decade, CFD usage and research field has grown tremendously alongside the growth of com-
puting power. CFD offers the possibility to solve problems with complex geometries and flow physics.
CFD has multiple approaches to solve the NS and to deal with turbulence. In total there are four
different approaches available to CFD users: Reynolds-Averaged Navier-Stokes (RANS), Unsteady-
Reynolds-Averaged Navier-Stokes (URANS), Large-Eddy Simulations (LES) and Direct Navier Stokes
(DNS). Hybrid solvers are emerging but not frequently used and therefore neglected in this list.

DNS
LES
RANS-LES

- ANS \

Figure 2.2: Computational cost and accuracy are ranked for different CFD solvers. Reworked from the work of Sagaut et al.
[125]

Cost
Modelling of
turbulence
Influence of
numerics

Figure 2.2 depicts the accuracy scale and computational cost of the CFD solvers. In this thesis es-
sentially only a LES solver is used, RANS is merely used as an initialisation tool for the succeeding
LES solver. It is common practice at Siemens to initialise the LES solver with the computed mean
flow-fields from RANS. Numerical stability and convergence properties significantly improve from this
practice [139]. LES solvers are typically used because of the desired level of accuracy. Optimisation
studies at Siemens are only performed for critical components and these are governed by very complex
(transient) physics. Furthermore, the geometries of these critical components are extremely compli-
cated. In-house studies [117] showed that RANS based optimisation studies did not meet the desired
degree accuracy. For similar reasons are URANS solvers typically not used for optimisation studies.

Since all simulations in this work are performed with an LES solver, it is described in Section 2.2.1. For
information on RANS (see Section A.1), URANS and DNS solvers see the work of Ferziger [45], Pope
[110] or Wilcox [158].
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2.2.1. Large Eddy Simulation

Unlike RANS, that averages over all the scales of motion present in a turbulent flow, a LES resolves the
large scales of motion in a turbulent flow. RANS turbulence models apply relatively well to small scales
of the flow, however less to the larger scales. Moreover, these larger scales contain more energy than
the small scales and their size and strength make them more effective transporters of fluid properties.
The LES makes a distinction between the larger scales that are resolved, and the smaller scales that
are modelled with the help of turbulence models. To separate the larger and smaller scales a spatial
low pass filter is used, which is defined as [110]

¢ (xqg,x9,x3) = jJJG(f’ —55) c(X) dxjdxjydxs. (2.10)

An arbitrary quantity (c) is filtered with the function (G) that has a length scale (A) associated to it.
Eddies of a size larger than the length scale (A) are resolved and the smaller Eddies are modelled.
The length scale (A) is generally attributed to the grid density. Therefore, the larger scales are typically
referred to as the grid or resolved scale whereas the smaller scales are known as the subgrid scale
(SGS). Different filter functions (G) do exists and are used in LES research, however in essence they
have the same purpose in making a distinction between the grid and subgrid scales [158]. The filtered
Navier-Stokes are written as [103]

on;, omaL;  19p 0 (aai 611;) 1 9Tses. (2.11)

at dx; po 0xj Ox; \dx;  0x; po 0x;
for LES computations. Equation 2.11 uses the symbol T, that is referred to as the subgrid stress
tensor and defined as

Tsgs = po (Wl — Ul;). (2.12)

The subgrid stress tensor represents how the smaller (modelled) Eddies exerts a stress on the larger
resolved Eddies. Figure 2.3 provides an illustration how a LES typically resolves a turbulent jet, the
large scale turbulent motions are captured by the LES.
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(a) Actual turbulent flow (b) Computed turbulent flow
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Figure 2.3: Comparison between the actual turbulent flow and the approximation computed by a LES CFD solver. Obtained from
the work of Durst [41].

LES faces problems with unknown terms in the subgrid stress tensor. Turbulence models are required
to find equations for the unknown components based on the known flow properties. The oldest and
best known model is the Smagorinsky model that postulated the stress term as follows [136]

Toos = v, [ 25 4 9% 2.13
sGs = V¢ axj ax, (2.13)

where v, describes the diffusive behaviour of the smaller scales and goes by the name of the subgrid
Eddy Viscosity. Its definition is found in the work of Nieuwstadt et al. [103]. The Smagorinsky model
was the first turbulence model for LES and multiple derivations are based on this model. Most notably,
the Wall Adapting Local Eddy-Viscosity (WALE) model that is typically used in the CFD software [139]
(StarCCM+) used by Siemens. For this reasons, the WALE subgrid model is used throughout the
project.
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The WALE model is designed to obtain better results in the vicinity of walls [48] (compared to the
Smagorinsky model) by taking the strain and rotation rate of the smallest resolved turbulent fluctua-
tions [15] into consideration. The 2 main benefits compared to Smagorinsky’s model is that the viscosity
goes to zero near the wall and that it does not require information of the position and direction of the
wall [48].

Lastly, an important parameter in CFD and LES simulations is the ratio of resolved turbulent kinetic
energy and the total turbulent kinetic energy in the flow. It can be seen as a measure of the turbulence
resolution and the ratio is defined by Pope as [111]

ky (%, 0)
K(%,t) + k. (%, t)

R(x,t) = (2.14)
A value of R = 0 corresponds to a DNS (the highest possible accuracy), and R = 1 to RANS (the
lowest possible accuracy). The ratio however requires the evaluation of the turbulent kinetic energy of
the resolved motions (K (X, t) = é((ﬂi — (@;)7) (@; — (&;)))7) and the modelled turbulent kinetic energy
(k). Where T is defined as the temporal average of that property. Pope [111] suggest not to exceed a
ratio for 0.2 for a LES to be considered well-resolved.

2.2.2. Discretization

An important step in solving the governing equations is using discretization methods to approximate
the set of PDE’s. The discretized equations can subsequently be solved on a computer. The approx-
imations are applied to the spatial and temporal domain to obtain numerical results at discrete points.
The accuracy of the CFD solvers are to a (large) extent dependent on the quality of the used dis-
cretization schemes. There are three common methods for discretization, Finite Volumes (FV), Finite
Differences and Finite Elements. In StarCCM+, the used CFD software, FV is used and therefore only
discussed below. As the name suggest, the FV method divides the domain into a finite number of small
non-overlapping control volumes, called mesh-elements.

Spatial and temporal discretization schemes

The discretization schemes, used for all CFD computations, are based on the results of an in-house
study performed by Indelkofer [65]. The study assessed the numerical accuracy of all the spatial and
temporal discretization schemes available in StarCCM+. This is investigated by determining the nu-
merical dissipation and dispersion of an initialised vortex in a two-dimensional rectangular domain. A
flow without viscosity and thermal conductivity is used, therefore the only way for the vortex to dissipate
is through numerical dissipation. In total eight different combinations of numerical settings were tested
and analysed. Based on the results and the recommendation made by Indlekofer (on the trade-off
between numerical accuracy and computational cost), the following settings are used:

Table 2.2: Discretization schemes used throughout this work

LES
Algorithm Implicit-Unsteady
Coupled/segregated Segregated
Spatial discretization Second-Order Upwind

Temporal discretization Second-Order Backward Difference

The LES uses a segregated flow solver that solves the integral conservation of mass and momentum in
a sequential manner. It employs a pressure-velocity coupling algorithm where the mass conservation
constraint on a velocity field is achieved by solving a pressure-correction equation. The pressure-
correction equation is derived from the continuity and momentum equation such that the predicted
velocity field fulfills the continuity equation, by correcting the pressure accordingly. Segregated solvers
are suitable and computationally inexpensive for incompressible flows [139].
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To describe the flux and the interaction between control volumes a (spatial) Second-Order Upwind
scheme is used. This is sufficiently accurate and computationally efficient [139] for the relative straight-
forward mesh employed during the CFD problems. The Second-Order Backward Difference scheme
is relatively efficient (compared to higher order temporal schemes) and is based on two previous time-
steps. The scheme is formulated as [139]

d 3 1 1

EC = (EC,H_l —2c+ ECn_l)E. (215)
To determine the correct time-interval (At) the Courant-Friedrichs-Lewy (CFL) number [82] is used. It
expresses that the distance of a fluid-element travelled during a time-step must be smaller than the
distance between mesh elements. Information from an arbitrary mesh-element must only propagate
to its adjacent mesh-element and should not be allowed to skip mesh-elements for numerical stability.
The CFL number is defined as [82]

UAt

Common practice at Siemens, is not to exceed a CFL number of 0.7 [45, 139]. With Eq.2.16 an appro-
priate time-interval At is determined, that is subsequently used in Eq.2.15.

2.3. Conclusions theoretical background

Chapter 2 started with three posted questions. The first question is formulated as: what makes fluid
dynamics so complex? It is found that the complexities stem from two factors, the nonlinearity and the
coupling between the NS equations. The advective acceleration term in Eq.2.4 bolsters a quadratic
nonlinearity and is largely the cause for the system to behave unpredictably. Furthermore, the coupling
between the equations dictates that these need to be solved simultaneously and cannot be adressed
separately.

To solve the NS equations analytically is only possible for a very limited number of cases. Practically,
only a numerical tool like CFD is capable of solving these equations. To answer the second question,
only LES simulations (generally a high-fidelity CFD solver) are used in this work, because in-house
studies showed that RANS and URANS did not meet the desired degree of accuracy.

The third question is: what makes high-fidelity CFD so computationally expensive? A LES uses a
spatial filter to make a distinction between larger and smaller scales. Eddies of a size larger than
the length scale (A) are resolved and those that are smaller are modelled. The length scale (4) is
typically attributed to the grid density. An LES is significantly more computationally expensive than a
RANS or URANS because it resolves more length scales. The ratio of resolved versus modelled length
scales is notably higher for an LES than other solvers (excluding DNS). Resolving more length scales
significantly increases the computational costs.



Literature review

Where Chapter 2 largely revolved around the problem, Chapter 3 explores the research field of Machine
Learning (ML) for possible solutions. Chapter 3 intends to answer or address the following points:

1. What is ML and what does it encapsulates?

2. Which unique challenges does fluid dynamics pose for ML?

3. Identify active research fields, within the fluid dynamics domain, that implement ML.
4. ldentify, judge and select potential ML algorithms for the prediction of flow-fields.

5. Provide the mathematical working principles of the selected ML algorithm.

As these points indicate, the knowledge on ML is gradually build-up. Equivalent to the order of Chapter
3. First A general definition of ML is given in Section 3.1. This is succeeded by Section 3.2, that
describes the current state of ML for fluid dynamics purposes. Section 3.3 converges to the main goal
of the literature study by identifying, judging and selecting ML algorithms. This is followed by an in-
depth description of the selected ML algorithms in Section 3.4. Lastly a discussion is written on the
findings of the literature study in Section 3.6.

3.1. What is Machine Learning?

ML has grown dramatically in the recent decades and its use in current-day applications are widespread
[92]. A strong indication for the growth of ML is the number of patents that have increased tenfold
between 2000 and 2018 [42]. Figure 3.1 (a) shows the exponential growth of patents for three groups,
that in this document are all categorised under the ML umbrella term. A universally accepted definition
of ML is lacking and different documents tend to make a distinction between ML and (Deep) Neural
Networks.
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Figure 3.1: Overall development of ML patents, obtained from the work of EconSight [42].
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Figure 3.1 (b) shows the worldwide distribution for all the world-class patents. A view on individual
companies, ranked according to their world class patents, show a similar global distribution. 6 Out of
the top 10 companies are from the US, 2 from China and 2 from Japan. Phillips is the first European
company (ranked 14™") and followed by Siemens that is ranked 16™. Interestingly, in the list formulated
by EconSight [42] there is not one single company that is specialised in ML. All companies are active
in other areas and try to solidify their position by implementing ML algorithms [42].

As stated before, a universally accepted definition of ML is absent and to exactly define what ML
encompasses is not trivial [30, 42]. Every month new algorithms or variations on existing algorithms
are formulated and join the field of ML. Moreover, it is not uncommon that:

« an algorithm is referred to by multiple names depending on the field of use,
« and multiple derivations exist from the original algorithm, which again goes by a different name
or names.

To name one example, a dimension reduction algorithm that goes by the name of Proper-Orthogonal
Decomposition (POD). But also Principal-Component Analysis (PCA), Quasi-Harmonic Modes, Empirical-
Component Analysis and Hotelling Analysis depending on the field of use [145]. The amount of varia-
tions of this one algorithm is large and easily exceeds eight variations [87, 127, 134, 145, 153]. It should
come as no surprise, as why a universal definition of ML and generally an overview of ML algorithms is
still lacking [30, 42]. Nevertheless, the following definition of ML is considered to be the most complete
by the author.

Machine Learning is using data to create a model and then using that model to make pre-
dictions.

With this definition of ML, it is possible to address the large variety of ML algorithms. ML algorithms
are categorised in three groups: 1) supervised, 2) semi-supervised and 3) un-supervised. The super-
vised group creates (trains) a model by being fed specific labelled examples. Whereas, un-supervised
algorithms create a model by discovering structures within given data. The semi-supervised group is
a hybrid and uses predominantly unlabelled training data augmented with labelled training data. The
three ML groups can again be subdivided in seven groups, according to their intended use-cases.
Figure 3.2 provides an overview of all the different ML categories and list a few common algorithms.

Optimization Reinforcement Generative
& Control Learning Models

Classification Regression

* SVM, * Linear, * Linear control, * Q-learning, * Generative * K-means, *POD/PCA,
* Decision frees, * Generalized lincar, * Genetic algorithis, * Markov decision adversarinl K nearest neighb., * Autoencoder,

* Random forests, * Gaussian process, * Deep MPC, processes, networks (GANs) * Spectral * Self-organiz. maps,
* Neural Networks * Deep RL clustering, * Diffusion maps

Figure 3.2: Overview of various ML groups and algorithms. Obtained from the work of Brunton [24]

There exists no official number or list of ML algorithms but to serve as an indication, a document [61]
from the software R provides more than 100 unique ML algorithms (thus excluding the many variations
on each algorithm). The seven ML categories from Fig.3.2 account for all these algorithms.

3.2. Machine Learning for fluid dynamics

In this section ML algorithms are discussed that have been implemented for fluid dynamics purposes.
The field of fluid dynamics has traditionally dealt with large quantities of data. Historically more from
experiments and measurements but present-day more from numerical CFD simulations [109]. The
analysis of data relies still mostly on expertise, statistical analysis and heuristic approaches [24].
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These are thus areas for further improvements, by possibly augmenting or to an extent replace, these
approaches with ML algorithms. Ideally, ML offers a modular and agile framework that can be cus-
tomised to different problems. Success-stories of ML in different fields are plentiful [92] and ML is
progressively making inroads in the fluid dynamics field [24]. However, fluid dynamics poses new and
more complex challenges. The cause for these challenges is already to some extent described by
Section 2.1, with the introduction of the NS equations and its complexities. For the sake of clarity, a list
is formulated with the challenges unique to fluid dynamics.

+ Fluid dynamics are governed by non-linear multi-scale phenomena that are still, to a degree, not
fully understood [24, 75, 103].

+ In fluid dynamics, more than other fields, a relative high accuracy of the approximation (e.g. flow-
field properties and/or underlying mechanisms) is needed to be able to analyse them [24].

* ML solutions must produce interpretable and explainable results in order to learn about the original
fluid dynamics problem. Only by having understandable results, that can be validated, scientific
knowledge increases. Fluid dynamics is governed by the need to learn about the physics in
contrast to purely digital applications.

» Fluid Dynamics data is characterised by being:

o Dense in the spatial domain and simultaneously sparse in the temporal domain. For exam-
ple, for an LES the spatial density is directly linked to the turbulence resolution (see Section
2.2.1). Thus it has relatively many grid points. Whereas the computational cost of solving a
LES results in sparse data in the temporal domain.

o Often heterogeneous (data with high variability of data types and formats) and requires spe-
cial attention for processing [24].

o Lacking in terms of generalizability and transferablity. The data is almost always very case
specific and therefore dependent on design parameters, spatial and temporal resolutions.
Other research fields have very large database that can easily be found and accessed on-
line [157]. These are databases on a wide-variety of subjects and purely intended for ML
research. For fluid dynamics there is a lack of very large and easily accessible databases
[24, 109] and these are essential for the most powerful of ML algorithms (DNN, CNN and
Reinforcement learning) to learn about the complicated phenomena for different design pa-
rameters.

Following this list of challenges, two research directions are identified and discussed where currently the
most attention is directed towards. The cited articles in these sections prove that the aforementioned
challenges are not unassailable, and that significant progress is made regarding the implementation of
ML for fluid dynamics. The two research directions are briefly discussed to highlight the current state.

3.2.1. Flow control

Flow control modulates the behaviour of a flow-field with the help of actuators that are informed by sen-
sors. Flow control is used to stabilise unstable systems, dampen sensor noise and external influences
in a flow [24]. ML implemented for general control purposes has been done for quite some time [20].
Specifically flow control poses different challenges, such as: 1) high-dimensional states, 2) strong non-
linearity’s, 3) latent variables, and 4) time delays [24]. The vision for flow control is to real-time identify
instabilities and simultaneously suppress them with an actuator. However, this requires very fast ML
algorithms that can identify, learn and modulate information from typically a limited set of measurement
points [24]. Therefore, real-time flow control is still a vision and not a reality [24].

The following examples showcase ML algorithms that fulfilled an important role for flow control. Ste-
infurth et al.[141] used a Spectral-POD method for flow identification that provided information to the
actuator (i.e. pulsed blowing) to prevent turbulent flow separation on the trailing-edge of a wing-profile.
Steinfurth et al. has shown that a recirculation zone can be intermittently suppressed or completely
suppress flow separation depending on the actuation intensity. Lee et al. [80] proposed in 1997 a
control network including a NN for turbulence control, that demonstrated a 20% drag reduction for a
turbulent channel flow.
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Erichson et al. [43] proposes a shallow-NN that allows full flow-field reconstruction from the data of a
few measurement points. Identifying and predicting the flow-field from a few measurements for active
flow control [43]. The shallow-NN is demonstrated on three examples and show superior performance
to traditional methods. One example, a typical Von Karman Vortex Street, is shown in Fig. 3.3. For
more information on ML for flow control see the work of Brunton et al. [21, 24].
Ve
' -
Input layer N\

First hidden layer

limited sensor measurements Second hidden layer reconstructed flow field
Output layer

shallow decoder

sensor measurements

Figure 3.3: lllustration of the shallow-NN decoder, that uses a few sensor points to estimate the flow-field. Obtained from the
work of Ericson et al. [43]

3.2.2. Identification of essential dynamical features
Identifying essential dynamical features from large data-sets is one of the core strengths of ML [24, 67].
The methods that identify essential dynamics are categorised in two groups based on their output.

1. Methods that identify and extract key features.
2. Methods that identify and represents the key features with a set of equations.

The difference between the two appears to be small, but the difference in their output is essential for
their intended use cases. Group 1 represents two use cases (i.e. flow analysis and dimension reduc-
tion) in which learning about the original problem is key[144]. Whereas group 2 represents one use
case, that is to express the key dynamics with a set of equations to make future-state predictions [22].

Group 1 are being dominated by modal decomposition methods (MDM), which is a common well-
established group of algorithms to extract key dynamical features and/or obtain a dimension-reduction
[24, 144, 145]. The MDM group is extensively discussed in Section 3.4 and therefore not further dis-
cussed in this section. Another ML technique that identifies and extract key features is the k — means
algorithm. Kaiser et al. [70] proposed a strategy based on this k — means algorithm for identifying
physical mechanisms in a unsupervised way. This strategy is subsequently applied to 3 cases: Lorentz
attractor [20], a 2-D incompressible mixing layer and a 3-D incompressible turbulent wake. The strat-
egy has shown to be able to capture key-features and their temporal evolution for all the three cases
[70]. Another example is using a NN, proposed by Colvert et al. [33], that successfully identifies and
classifies different vorticity wakes behind an airfoil.

Group 2 expresses the key features as equations (algebraic, ODEs, PDEs) that can make future-
state predictions. Discovering unknown governing equations from data that are beyond the ability of
humans to comprehend, is the vision for the following proposed methods. Brunton et al. [22] proposed
the Sparse-ldentification of Nonlinear-Dynamical-Systems (SINDY) method, that is a novel algorithm
to discover the working principles underlying the data. SINDY has demonstrated to be powerful [34] in
capturing key dynamical features in the data. For example, being able to capture and to predict a Hopf-
bifurcation [22]. Brunton et al. suggest that SINDY is the first real significant step towards the long-term
vision of sophisticated, unsupervised identification of underlying dynamical systems. Other promising
work is performed by Raissi et al. [114, 115] that implements NN and DNN to discover physical laws
expressed by PDEs from data. The methods are implemented on multiple canonical problems (i.e.
Burgers, nonlinear Schrodinger and the Navier-Stokes equations) and shows potential to learn from
(noisy) data. This topic of extraction of essential dynamical features is continued in Section 3.4, where
MDM are extensively discussed.
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3.3. Machine Learning for prediction of flow-fields

The upcoming section converges to ML algorithms that have potential to achieve the goal of this thesis.
The goal is reiterated below.

This thesis researches the possibilities of combining CFD and Machine Learning to make
optimisation studies:

+ computationally cheaper,

* less time-consuming,

« and more physically interpretable (by having the flow-field at each design point)
+ and retain the ability to access information and make quick adjustments

Algorithms with potential therefore need to facilitate all these points in the exploration of a design space.
The outline of this important section is as follows, first 4 different approaches for predicting a flow-field
are presented in Section 3.3.1 to Section 3.3.4. It is possible that an algorithm is listed in multiple
approaches, due to differences in implementation and results of the algorithm. This all is succeeded
by Section 3.3.5, that lists and selects the ML-algorithm that is going to be implemented.

3.3.1. Reduced order models

Reduced order modelling (ROM) represents a large research field that covers multiple physics areas
[126]. There are multiple accepted definitions of ROM and it predominantly depends on the goal of the
user [126]. The general idea behind reduced order modelling is to approximate high-order problems by
a low-order model (referred to as the Reduced Order Model) that yields less accurate results but can
be solved for considerably less computational cost. The goal of a ROM is to provide to provide insights
about the fundamental mechanisms and to be able to make future-state predictions [20, 124, 126]. The
value of ROM is evident, there are significant scientific and engineering benefits in describing, solving
and analysing complex problems in a low-order way.

In recent years a large number of studies are done on ROM, resulting in a large variety of ROM meth-
ods [126]. Some methods are designed for specific applications and others are more general. What
follows are multiple examples of different ROM applications based on different methods (e.g. MDM,
Galerkin, NN). Xia et al. [161] postulates a POD-Galerkin ROM to predict turbulent air flows for urban
environments. Wolf et al. [85] proposes a ROM constructed by a DNN and applied to multiple canoni-
cal fluid-flow problems. One example of this is given in Fig. 3.4 that shows a 3-D flow-field prediction,
for a time-step beyond the training window [85]. Furthermore, ROMs are postulated for reacting flow
applications [62, 102], combustor instabilities [164], Electro-Thermal systems [126], low-dimensional
modelling of turbulence [137] or flow control [105].

Y 0.704 0.708 0.712 0.716 0.72 0.724 Y 0.704 0.708 0.712 0.716 0.72 0.724

(a) Full-Order Model (FOM) (b) Reduced-Order Model (ROM)

Figure 3.4: 3-D flow-field prediction: representing the iso-surfaces of the Q-criterion. A comparision is drawn between a FOM
and ROM for a time-step beyond the training window. Obtained from the work of Wolf et al. [85].
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The field of ROM also faces significant challenges, one of the biggest is that ROMs are notoriusly
sensitive to parameter changes (e.g. boundary and operating conditions) [3, 23, 37, 79, 124, 131].
There is a general lack of robustness with respect to parameter changes and ordinarily the ROM must
be rebuilt for new parameter settings [3, 79]. Amsallem et al. [3] provides a fitting summary with respect
to the field of ROM:

"There are three important facts to keep in mind when considering a ROM: 1) it is typically
constructed at a given operating point that can depend on multiple physical or modelling
parameters, 2) its construction can be CPU intensive, 3) once constructed, it often lacks
robustness with respect to changes in the operating point.”

Especially point 3 is of significance for this thesis, because design parameter changes (i.e different
operating points) are a part of exploring a design space and optimisation studies.

3.3.2. Parameterized Reduced Order Models

The shortcomings, with respect the goal of this thesis, adjoint to ROMS can be overcome with so-called
Parameterized ROMs (pROM). This concept is similar to a ROM, but a pROM specialises approximat-
ing high-order problems with a low-order model that can account for parameter changes [11]. A pROM
cannot make future-state predictions, thus cannot predict a flow-field beyond the timesteps from the
training data.

pROMs are proposed by Amsallem et al. [3], Brunton et al. [23], Shah et al. [131] and a review paper
is written by Benner et al. [11]. The cited papers are very mathematical in nature and there are several
approaches (e.g. Subspace angle, Riemann or Grassmannian manifold interpolation) to construct a
pROM [131]. Sofar, not 1 approach is identified that truly excels, as the articles [3, 23, 37, 79, 131] make
contradicting statements on the validity of each others pROMs. Moreover, from the aforementioned
articles postulating a pROM, none has proven to able to predict a flow-field for new design points. A
fitting example of what current pROMs can predict is the lift-coefficient of a fighter-jet for new Mach
numbers with relative high accuracy. Amsallem et al.[3] uses a pROM (which uses a Grassmann
manifold) for this.

POD-based Emulation

In this paragraph a framework is described that is postulated by Mak et al. [88], from Georgia Institute
of Technology (Georgia Tech.) in 2018. In essence, this framework is a type of pPROM but the author
refrains from using that term and refers it to as a POD-based Emulation. This framework incorporates
multiple algorithms and combines it into a high-fidelity design methodology [87]. In Fig.3.5 a comparison
is drawn between a LES flow-field (as validation) and two predicted flow-field for new design points
using this framework. The flow-field are turbulent flows in a swirl injector with varying geometries.
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Figure 3.5: A predicted (density) flow-field for new design points (i.e. A1 and A2) using a POD-based framework and com-
pared/validated with the LES flow-field.
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In total 6 different articles [27, 28, 87, 88, 154, 165] are published by the research group from Georgia
tech. on this topic. The articles [87, 88, 165] describe the framework based on the Common-Proper-
Ortognal Decomposition (CPOD)-Kriging algorithm. Whereas, the articles [27, 28, 154] are based on
the Kernel-Smoothed-Proper-Ortognal Decomposition (KSPOD)-Kriging algorithm. The methodology
for both the algorithms/frameworks can be diluted to Fig. 3.6.

Design parameters
I
Input

Design of Experiments

Pre-Process

Flow-fields

Figure 3.6: Methodology of the POD-based Emulation framework. Above is depicted the framework that incorporates the CPOD-
Kriging algorithm. The methodology is the same for KSPOD-Kriging, only the extraction is performed by the KSPOD algorithm.

The framework incorporates a pre-process phase, consisting of a sensitivity analysis and classification
of data, which results in additional learning benefit and higher-accuracy results [88]. The construction
of the emulator model consist of two steps, the first is an extraction step with a CPOD or KSPOD algo-
rithm. These algorithms are derived from the well-known POD [13, 86] algorithm (described in Section
3.4.1). The second is a prediction step using a Kriging algorithm [93], that is as an advanced interpo-
lation method [88]. Typically, a Kriging algorithm is used for 3-D Response-Surface Modelling [4, 26]
but Mak et al. uses the algorithm as a 2-D line interpolation method [88].

Alongside the relative good approximation capabilities by the emulator (seen in Fig.3.5. Mak et al.
describes very high speed-up times that allow for the computation of hundreds new design points
within a day’s time [88]. In the articles [27, 28, 154] that use the KSPOD-Kriging algorithm, a speed-up
factor of 42.0000 is described. Thus new design points are computed 42.0000 times faster with the
trained KSPOD-Kriging model than with a LES simulation.
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3.3.3. Neural Networks

The following potential methods are based on a type of Neural Network (NN) and are applied to flow-
field prediction for varying design parameters. The most in-line with the thesis goal is the method
proposed by Bhatnagar et al. [14], that proposes the use of a Convolutional Neural Network (CNN)
[25, 50, 66] for the prediction of flow-fields for new design points. An approximation model based on
CNNs is trained on the data of 252 RANS CFD simulations [14]. These training simulations account
for the following design parameters

+ three different wing profiles,
+ four high turbulent Reynolds numbers,
+ 21 different angles of attack of the wing profile.

With the trained approximation model, predictions of RANS flow-fields can be made for different wing-
shapes, Reynolds numbers and angles of attack. The following results were obtained for a new wing-
profile, where the quantity of interest is the normalised x-component of the velocity field.
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Figure 3.7: Comparison between the CFD flow-field and the CNN approximation, obtained from the work of [14].

Regarding accuracy, Bhatnagar describes errors between the 5% to 10% for different regions of the
prediction. Speed-up times or computational time for training of such an approximation model are not
mentioned. Bhatnagar expresses his desire to extend the algorithm to predict transient flow-fields [14].

Another work that implements a CNN is proposed by Guo et al. [57] that describes that his approxima-
tion model can estimate a velocity field two to four orders of magnitude faster than a CFD solver for a
low error. Other potential methods includes the method proposed by: 1) Yu et al. [166] that combines
an Artificial Neural Network (ANN) and a POD algorithm to predict flow-fields and even shock waves in
the flow-field, and 2) White et al. [155] postulates a Cluster-Network (trained on a sparse-dataset) for
predictions of key dynamical features of a flow-field.

3.3.4. Regression methods

The last group of the potential algorithms are based on regression algorithms, that is a very small group.
Zhao et al. [169] constructs a ROM with a Least-Squares Support Vector Regression (LSSVR) for
predicting thermal characteristics of a stratospheric airship. The ROM is able to predict the temperature
distribution of the airship for six varying design parameters [169]. Zhao et al. compares the prediction
quality for varying sizes of training data-sets and states that large data-sets (exceeding 700 training
samples) are required for relative accurate results. Narasingam et al. [99] presents an adaption of
the aforementioned SINDY algorithm [22] for identification of interpretable ROMs. Narasingam et al.
implements his sparse regression on a hydraulic fracturing process to approximate the dynamics of
the strongly non-linear problem [99]. Lastly, Gross et al. [56] presents the use of a regression forest
for data-driven fluid simulations. High speed-up times were reported by Gross et al. accompanied by
relatively high accuracy errors.
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3.3.5. Selection

In the following section the selection process is described for the potential algorithms. On the next page,
Table 3.1 lists and categorises all the potential algorithms in 3 groups. The algorithms are categorised
according to their fundamental working principle. Thus, the algorithms based on a type of: 1) Modal-
Decomposition Method (MDM), 2) Neural network (NN) and 3) Regression method. To narrow down
the algorithms the following 4 criteria are used.

» Complexity. Of both the theory and implementation of the ML algorithm.

» Accuracy. Of the ML predicted flow-field compared to a LES flow-field.

» Speed-up potential. Of the computational time of a ML predicted flow-field compared to a LES
flow-field. This includes the computational steps that were performed in advance: gathering train-
ing data, training, validation and basically any computational step before an accurate prediction
can be made.

+ (Additional) Learning benefit. Provided by the ML algorithm.

The speed-up potential is largely defined by the required quantity of training data. Computation of LES
simulations are computationally expensive and typically trumps the succeeding computational steps.
The algorithms that require less training data/LES simulations have high speed-up potential. To make
separate distinctions for each computational step, for every ML-algorithm, is not possible because ar-
ticles sparsely provide these details.

The fourth criteria can be seen as an incentive to choose algorithms that provide additional learning
benefit of the original problem. A part of the objective of this thesis is to (at least) retain physical
insight when exploring a design space. Thus algorithms that provide additional learning benefit are
favourable. As an example, a POD algorithm decomposes a flow-field into 3 interpretable components
[24], whereas a typical NN is more a black-box type of algorithm.

A disclaimer is appropriate for Table 3.1. It is not uncommon that important information is absent in
articles that are needed to judge one or more criteria. For these cases, attempts have been made to
become more familiar with the algorithms to still judge the criteria. Nonetheless, some criteria are left
blank when this is not possible and/or realistic. The score for the 4 criteria are judged as objectively as
possible.

Notes on Table 3.1:

* No weighting factors are used.

» The table includes algorithms that are not discussed in this document, see the cited articles for
more information.

* Algorithm number 10 account for all pPROMs based on different types of Manifold Interpolation
(see Section 3.3.2).
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Discussion algorithm selection
The following general statements are made based on Table3.1.

* MDM excel in offering good speed-up potential and additional learning benefit.

» Neural Networks have potential, but are relatively complex and offer mediocre speed-up potential
due to their requirement of large amount of training data.

 Potential regression algorithms are sparse and hardly provide any additional learning benefit.

+ Other types of algorithms (e.g. Genetic Algorithms, Field-Inversion, k — means) are identified as
not suitable for the goal of this thesis

Based on Table 3.1 and the underlying literature, it is concluded that the chosen ML-algorithm must be
based on a MDM. A MDM (e.g. POD, DMD) excel in speed-up potential due to their ability to decom-
pose and express a flow-field with limited training data. Furthermore, because of the decomposition
the flow-field data is expressed into 3 interpretable components which aids in the learning process.

The first chosen algorithm is from the POD-based Emulation framework, that produced the CPOD-
Kriging (No.1) and KSPOD-Kriging (No.2) algorithm. The shown results (i.e. Fig.3.5) and described
speed-up potential in these articles are remarkable. Thus, this framework provided a good starting
point for a first implemented algorithm. Under certain conditions, that are explained in Chapter 5,
can the CPOD-Kriging be simplified to a POD-Interpolation algorithm. The methodology for the POD-
Interpolation, CPOD-Kriging and KSPOD-Kriging is practically identical and theoretically should provide
nearly the same accuracy. Because the POD-Interpolation provides nearly the same accuracy and is
the easiest to implement, it is chosen as the first algorithm. The POD-Interpolation approach is funda-
mentally not different as the CPOD-Kriging, nor the KSPOD-Kriging. As most of the algorithms in Table
3.1, the POD-Interpolation approach consist of two combined algorithms (i.e. POD and Interpolation).
The mathematical background of the POD algorithm is described in Section 3.4.1, the methodology is
described in Section 5.1 and results are provided throughout Chapter 5.

For reasons that will become clear in Chapter 5 also a second ML algorithm is implemented during
this thesis. The second chosen algorithm is the proposed sDMD-Scaling algorithm. The reasons for
choosing this algorithm are discussed in Section 5.4. The mathematical background for the sDMD algo-
rithm is described in Section 3.4.2, the methodology in Section 6.1 and results are provided throughout
Chapter 6.
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3.4. Modal Decomposition Methods

What follows is the theoretical backbone of the POD and DMD algorithm. The POD and DMD algorithm
make up the bulk of the computational steps of the POD-Interpolation and DMD-Scaling approach.
Therefore, each is given a dedicated section to their working principles. Section 5.1 and Section 6.1
provide respectively an overhead view of the POD-Interpolation algorithm and DMD-Scaling algorithm.

3.4.1. Proper-orthogonal decomposition

The POD method was first introduced in Section 3.1 as an example for an algorithm that has many
different names (e.g. PCA, Karhunen-Loéve expansion, Hotelling analysis) and variations (e.g. CPOD,
KSPOD, BPOD). This method was first introduced to the fluid mechanics community by Lumley in 1967
[86], that enables someone to decompose almost any flow into a infinite set of eigenfunctions [109].
Since its introduction the method has been become very popular and is applied to a wide variety of
problems including digital image compression [119], signal processing [150], bioinformatics [152], flow
in stirred tanks [40, 84], multiphase heat transfer [18] and review papers are widely available [13, 60].
The POD method as proposed by Lumley expresses the original flow-field into a linear set of coefficients
(a;,) and eigenvectors (<;Bl- (%, t)) that are mathematically written as [86].
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A defining feature of Eq.3.1 are the eigenvectors that are functions of space and time. Since the seminal
article of Sirovich in 1987 [134], and his "Snapshot” POD method has further sought to decompose
space and time and thereby only obtaining spatial eigenvectors. In that context, Eq.3.1 is written as
[134]

EED =L@ =) an O @) (32)
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where the coefficients a,,(t) are time dependent and the modes are time independent. The use of the
two forms depends on the problem at hand, more specifically the flow properties and the information
wished to extract [145]. Irrespective of the Lumley approach or Snapshot approach, the key features
of a POD method are listed below.

 Optimally: the POD modes are optimal in the L? sense [86]. This has the following implications,
the POD decomposition minimises the mean-square error between the flow-field and its truncated
representation. Furthermore, it minimises the number of modes required to describe the original
problem [72]. Lumley states that among all other linear decomposition methods this is the most
efficient in terms of representing flow-field for a given number of modes [86].

+ Ranking: the POD modes are ranked according to each mode energy content in the L? sense
[145]. As an example, if a POD decomposition is performed on a velocity or vorticity flow-field
than the modes are ranked in decreasing order in terms of their kinetic energy or enstrophy [86].
Ranking is important for two things: 1) identification of key dynamical features in a flow-field, and
2) dimension reduction. The energy content is used as a measure for dimension reduction, where
a truncated amount of r modes expresses the flow of m modes to a large degree. The following
criteria to determine r is typically used [87, 145]

Tish
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where c,,; is defined as the set criteria for captured energy/variance. With the reduction in modes,
the flow field is represented by the truncated series.

» Orthogonality: is a useful property in the construction of ROMs [105, 145] because it simplifies
the projection step (which is a typical step in a ROM procedure) [124].
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Figure 3.8 captures the essence of POD and how it decomposes a flow-field into a set of modes.
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Figure 3.8: POD analysis of a von Karman Vortex Street. Top left depicts the original vorticity flow field. Bottom left depicts the
ratio of variance captures by modes (k) and on the right shows the first 8 POD modes. Obtained from the work of Taira et al.[146]

In the previous text, general information is given on the POD method and two governing equations
are given that produce spatio-temporal modes and spatial modes. The two equations stem from two
different POD methods, the Classic "Lumley” POD and the "Snapshot” POD. POD is one of the central
theme of this research and therefore both of these methods are described in the two paragraphs below.

Classic "Lumley” POD
The following section describes the original POD method proposed by Lumley in 1967 [86]. Let u; (X, t)
represents a zero-mean stochastic process (flow-field) in space and time and ¢(%,t) a deterministic
function that is to approximate the stochastic function in a L? sense [13, 109]. Subsequently the square
of the inner product [109]

(lu; (F,0) i (X, 0) 1?) = (|a|?) (3.4)

needs to be maximised and where

u; (%,t) ¢; (X,t) = f J u; (&,t) ¢; (X,t) dxde (3.5)
t %

defines the inner product in both space and time [109]. Squaring the integrals, averaging and maximis-
ing yields to the Lumley integral equation [109]

f f Ry (%20, 6,t) ¢y (&, t) dF'dt’ = Ay (7, 1) (3.6)
t X

> o

where R;;(X,%',t,t") = (u;(%,t)u;(¥',t")) is the two-point, two-time correlation tensor. Equation 3.6
reduces only under certain circumstances to the well-known POD equation (Eq.3.1), but more often it
does not [109]. Only when the finite total energy property is satisfied, in all directions and time, does the
integral equation yield the classically known POD solutions. The finite total energy property is fulfilled
by any flow that is bounded in space or die off rapidly enough in all directions and time [109]. The
property is mathematically expressed as

ff(ui &t u; (X, 1)) didt < oo, (3.7)

t x
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"Finiteness” is per definition satisfied if a field is of finite extent or time, which is the case for all CFD
simulations. However, "finiteness by truncation” is artificial and can result in POD solutions that have
nothing to do with the original flow and more with the imposed boundary conditions [109]. Pollard et
al. [109] advises always to be wary of the results and to asses the validity of the basis functions. For
the case that the flow is of finite total energy and the energy integral converges, only then the solutions
are referred to as "classical POD solutions” as proposed by Lumley et al.[86]. The aforementioned
correlation tensor (R;;) is reconstructed to [109]

(O E,00) = ) Al G0 @ (). (3:8)
m=1

And with this, the flow field is represented by the POD decomposition [109]

(o)

WD = ) andl (1) (3.9)
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using the coefficients a,, that are determined by

Ay = j](l)lm G, ) u; Cx, t) dxdt. (3.10)
t x

For more background information see the work of Lumley [86], Pollard et al. [109] and George [52].

Space-only "Snapshot” POD method

In this paragraph the most commonly employed POD method [109, 145] is discussed, the Snapshot
POD that is introduced by Sirovich [134] in 1987. First the mathematical background is given and
secondly the reasons why this is the most used POD method. The Snapshot method takes a collection
of flow-field snapshots at discrete time-steps. Similar to the Lumley POD approach, an inner product
needs to be maximised (basically the space-only form of Eq.3.5) that allows for the formulation of the
following equation [134]

f Ry (X,%) ¢; (X) dX’ = A¢p; () (3.11)

where the two point correlation R;; tensor is computed as [134]

M
Rij = (u (D u; () = Z (am (&) am () ™ (x) ™ (x'). (3.12)
m=1

Contrary to the Lumley POD, the POD integral (Eq.3.5) is replaced by a finite difference approxima-
tion [109]. And for a statistically stationary flow, the approximation becomes a summation not over
space but over snapshots [134]. Sirovich proved that the same dominant modes can be found from
a shapshot formed correlation matrix than spatial-temporal correlation matrix [145]. By doing so, the
computational cost become much more manageable because the number of snapshots are far less
than the number of spatial points [109].

Sirovich basically proposed a separation of variables technique, that makes it much more computa-
tionally tractable. Simultaneously, it raises doubts about the physical validity [109] as fluid dynamics is
governed by spatio-temporal physics. Regardless, from Eq.3.12 the governing equation of the Snap-
shot POD is derived (see [134]) and defined as

M
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Now lets address why the Snapshot POD became so popular, as described above the same dominant
modes can be found but from a much smaller correlation tensor. Sirovich reduced the size of the corre-
lation matrix to (Number of snapshots (s) x s) instead of (Number of spatial points (n) x n). Therefore,
the Snapshot method is usually applied when the flow-fields/data comes from a CFD programme where
spatial size of the data is large [145]. Secondly, Lumley’s approach relies on solving an 4-D integral
(Eq.3.10) that is computationally expensive [145].

To conclude, the Snapshot POD is computationally much more attractive but simultaneously physically
less valid [109]. If the discovery of physically accurate coherent structures is key than a Lumley POD
is better suited. If computationally efficiency is a priority, than a Snapshot POD is better suited [145].
Therefore, in this thesis the Snapshot POD is implemented.

3.4.2. Dynamic mode decomposition

Dynamic mode decomposition (DMD) is a powerful data-driven method for analysing complex dynam-
ical systems. Using data from CFD simulations, DMD extracts vital dynamical characteristics and ex-
presses them into modes where each mode is of a singular frequency and a decay rate. DMD has been
implemented in many different fields such as finance [90], video processing [55], epidemiology [112],
robotics [12] and neuroscience [19]. For an extensive overview of DMD application to fluid systems,
see Table 3 in the work of Rowley et al.[124]. The use of DMD is so far mostly limited to diagnostic
purposes and less for future-state predictions, optimisation and control purposes [145].

Since it introduction by Schmid [127] in 2008, DMD has quickly gained popularity due to its capability
to accurately extract dynamics systems of linear systems and with the possibility to be expanded to
nonlinear systems[159]. The extraction is achieved by fitting a high-degree matrix polynomial to the
input data-sequence. A between snapshot linear map is than determined to approximate the system
dynamics in a low-order way. This map is calculated by processing the data and represents the optimal
linear operator that corresponds to the evolution of the flow of a small time interval. With the eigenval-
ues and eigenvectors of the linear map the original flow can be reconstructed. Now the mathematical
background is presented, this algorithm is obtained from the work of Tu [76] and slightly diverges from
the original provided by Schmid [127]. The difference is however minute, the original algorithm was
formulated in a form that highlights its connection to the Koopman operator theory [24]. Furthermore,
the method postulated by Tu uses a Singular-Value Decomposition (SVD) algorithm that is more nu-
merically stable [76]. The CFD data is represented in a sequential set of data vectors (D).

D; = {Dy, Dy, .., Dy}, (3.14)

where each tt" value stands for an equidistant time-step. If the data stems from a nonlinear process
the linear mapping A amounts to a linear tangent approximation that connects the flow field D; to its
temporal neighbour D, [24]. The Exact DMD algorithm is given by the following steps and the code
for this algorithm is given on the GitHub page[5].

1. Arrange the data D; into two matrices
X £ [Dy..Di_1], Y = [D;..D¢]. (3.15)

Where the connection between the two matrices is determined by the best-fit operator A which is
defined as [24]
A = argmin ||Y — AX]|. (3.16)
A

For high-dimensional problems the matrix A has n? elements and its eigenvalue decomposition
is often intractable [24]. Instead, the algorithm uses dimensionality reduction to determine the
dominant eigenvectors and eigenvalues of A without explicit computations using A. This is done
by projecting A onto leading singular vectors and results in a significant smaller matrix A.
2. Compute the SVD of X as
X=UzV* (3.17)

where U is n X r, X is diagonal and r x r, V is m X r and r is the rank of X. In practice choosing
the approximate rank r is one most important and subjective steps in DMD [24]. This concept is
further elaborated in Section 6.2.1.
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3. Form the matrix: A = U*YVE~1,

4. Perform an eigenvalue decomposition of A. The eigenvalues (A) and eigenvectors (W) are given
by Aw = Aw

5. With the gained information from the second eigenvalue decomposition the following components
can be computed. The spatial modes ¢, the amplitude of every mode b and the temporal modes

w.
=YV )W (3.18)
b= (WA)/(EV) (3.19)
w =log (A) /At (3.20)
6. Flow-field reconstruction
-
D;= Y ¢ne®mthb, (3.21)

Similar to the POD algorithm that decomposes a flow-field into spatial modes and temporal modes, the
DMD algorithm decomposes a flow-field into spatial modes, temporal modes and mode amplitudes.
The DMD temporal modes can be dissected into the complex valued decay rate (real component) and
frequency (imaginary component) of each mode [24]. The DMD method can be seen as combining the
favourable aspects of POD and discrete Fourier transform [145]. This becomes clear when the temporal
modes for the POD and the DMD are compared. A known disadvantage of the POD algorithm is that
it produces temporal modes that almost always contain a mix of frequencies [24, 124, 145]. DMD
on the contrary produces temporal modes of a single frequency that is a large advantage DMD has
over POD. Figure 3.9 is an illustrative figure that compares result obtained from a POD and DMD. The
fundamental DMD mode is similar to the dominant POD mode, the secondary modes differ from each
other. The secondary DMD mode can be clearly identified to an actuation frequency of 8.8 Hz, however
pinpointing POD modes to a specific frequencies is impossible [69, 145].

POD modes DMD modes
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Figure 3.9: Comparison between two dominant POD and DMD modes for a 3D turbulent flow over a flat-plate wing. Figure is
from the work of Brunton et al. [145].

The DMD algorithm has become quite popular and multiple variations of this approach exist (e.g. Ex-
tended DMD, Randomized DMD) each formulated for different and specific purposes. For the sake of
brevity not all are discussed in this section. One variation must however be briefly described which is
the Sparsity-Promoting DMD (sDMD) that is proposed by Jovanovich et al. [68, 69]. The sDMD solves
one of the larger disadvantages of the Exact DMD algorithm. A disadvantage of the DMD algorithm is
that there is no ranking of the modes [145], the modes are actually scrambled. Basically the relevant
dynamical features are scrambled between the irrelevant dynamical features. This makes the identifi-
cation of key dynamical features and dimension reduction very complicated [145]. Manual selection of
key dynamical features is impractical and most of the time unrealistic. The sDMD solves this problem
by promoting sparse selection of the most important modes.
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Sparsity-Promoting DMD

The sDMD is designed to achieve a desirable trade-off between the accuracy of its approximation
(again in the L? sense) and the number of modes used for the approximation [69]. Jovanovi¢ extended
the regular formulation of the DMD (as previously described) with a penalty function that encourages
sparse mode selection. The essence of the method can be diluted to Eq.3.22 , where the variables
J(b) and y are introduced that respectively represents the objective function (L? minimisation equation
between the data and its approximation) of the DMD algorithm and the regularisation/penalty parameter
[69].

minimise J(b) +y Zl by | (3.22)

The additional term in Eq.3.22 penalises the number of non-zero entries in the vector amplitudes b and
encourages to eliminate features that hardly contribute to the approximation [69]. Equation 3.22 is a
convex optimisation problem (mathematically proven in [68]) for which Jovanovi¢ uses an Alternating-
Direction Method of Multipliers (ADMM) algorithm. The ADMM algorithm is a well-established algorithm
that is designed for these large-scale convex optimisation problems, for more information on this algo-
rithm see Boyd et al. [16].

One of the advantages of the sDMD, compared to the Exact DMD algorithm, is that it does not require
the subjective choosing and thus commitment to a certain rank of truncation (as in step 2 of the DMD-
algorithm). The sDMD performs the optimisation problem (Eq.3.22) and selects the most important
modes for the approximation. The only input that is required is the regularisation parameter (y), the
higher the y-value the higher the emphasis on sparse mode selection [69]. The optimal selection of this
y-value is a topic of active research [53, 69]. In this thesis first a heuristic approach was used, that is
succeeded by the parameter selection method as proposed by Wohlberg [160]. The method provides
an adaptive regularisation parameter based on optimisation residual (primal (r) and dual (s) residuals)
balancing. The following regularisation parameter is used for all sDMD computations [160].

2yt if|Irtlz > 101,
yi+t =4 2yh if|Is|l, > 0[], (3.23)
yt, otherwise
Where i denotes the optimisation iterations. This scheme is proven to be effective for a wide variety of

optimisation problems [160]. But more importantly it resulted in quick convergence of the optimisation
problems in this thesis.
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3.4.3. Comparison algorithms: POD versus DMD
In the last section of Section 3.3 a comparison is drawn between the two governing algorithms. An
emphasis is put on comparing 4 key aspects with respect to the goal of this thesis.

1. Sparsity. Lumley [86] proved that the POD algorithm is optimal. For a given number of modes
it provides the best representation of the input data compared to any other linear decomposition
methods [86]. When sparsity (sparse data-sets results in increased computational efficiency) is
important, a POD algorithm is thus better suited than a DMD algorithm.

2. Truncation. For truncation it is important that a type of ranking of the modes is present, such
as the ranking of POD modes according to their energy/variance content. DMD modes are not
ranked and complicate the identification of key modes and dimension reduction.

3. Decomposition. Both algorithms decompose a flow-field into 3 components. The POD decom-
position results in a mean field, spatial modes and (aperiodic) temporal coefficients with a distribu-
tion of multiple frequencies. The DMD decomposition results in spatial modes, mode amplitudes
and (periodic) temporal coefficients which each account for a singular frequency. Especially, this
periodicity of the temporal coefficients is important and is extensively described in Section 5.4
and Chapter 6.

4. Learning benefit. The DMD decomposes the data into complex values and thus provides more
information. For example, the real component of the temporal coefficients relates to growth or
decay rate, whereas the imaginary component represents the frequency of the coefficient [24].
A POD algorithm only provides real values and therefore does not provide any extra information
compared to a DMD algorithm.

In Chapter 5 it becomes clear why a second approach is needed. This subsection provided, ahead of
Chapter 5 and Chapter 6, a compact comparison between the two algorithms.

3.5. What this work adds

Shown in the previous sections is that the prediction of flow-fields, using ML algorithms, is not a new
field of study. This work intends to add to the field in the following ways:

* Providing a review of all potential ML algorithms. The vast majority of cited articles postulate
a single ML algorithm, for their respective goal. There are no review papers on the prediction
of flow-fields, this can be considered a gap in the literature. This literature review intended to
provide an overview of all the potential ML algorithms.

« Comparing and selecting a ML algorithm. A comparison is drawn between the ML algorithms
using four (universal) criteria. In general, a comparison between a large variety of algorithms
is currently lacking in papers. With the help of the criteria the most suitable algorithm (POD-
Interpolation) is chosen.

* Proposing the sDMD-Scaling algorithm. In this work a new algorithm is proposed that over-
comes the root-cause from the POD-Interpolation approach. Furthermore, the algorithm is shown
in Chapter 6 to be capable of predicting relative accurate flow-fields.

The approach used in this work is unique in the sense that: 1) a wide-variety of algorithms are analysed,
2) 1 high-potential algorithm is selected, implemented and evaluated, 3) 1 new algorithm is proposed.
And more importantly, this unique approach allows for a substantiated verdict on:

» The merit of combining CFD and ML for the prediction of flow-fields. A verdict is currently
lacking in literature as each article promotes an algorithm, but do not provide a critical note on
the added value of ML (for this purpose).

This last point is, according to the author, the real added value of this work.
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3.6. Conclusions literature review

At the start of Chapter 3, five points/question are formulated that this section intends to answer. Sec-
tion 3.1 resulted in a clear-definition of ML: "Machine Learning is using data to create a model and then
using that model to make predictions”. By having a clearly defined ML term: 1) a degree of clarity is
provided and more crucially, 2) defined borders for the search-field for potential algorithms.

This is succeeded by Section 3.2 that answers the second question regarding the unique challenges
posed by fluid dynamics for ML. It is found that besides the strong nonlinearities, also the characteristics
of fluid dynamics data is challenging. For example, having tall (spatial domain) and skinny (temporal
domain) heterogeneous data-sets is not ideal. Furthermore, the active research fields forimplementing
ML are identified as: the flow control field (Section 3.2.1), identification of essential dynamical features
(Section 3.2.2) but also for turbulence modelling [168].

Section 3.3 revolves around the goal of identifying, judging and selecting potential ML algorithms. Table
3.1 lists 18 potential holding algorithms. An important finding from this section and table, is that Neural
Networks require excessive amounts of training data for accurately predicted flow-fields and thus are
unsuitable. Only ML-algorithms based on a type of MDM (e.g. POD, DMD) are found to be suitable.
This has led to the first chosen algorithm that is the POD-Interpolation which provides high-speed up
potential, learning benefit and is relatively straightforward. Furthermore, a second algorithm is imple-
mented in this work, the proposed sDMD-Scaling approach. The reasons why a second algorithm is
needed are described in Section 5.4.

Lastly, Section 3.4 provides the mathematical background of the employed algorithms. An important
finding, beside the actual working principles, is that the Snapshot-POD [134] is used instead of the
classic Lumley POD approach [86], due to computational efficiency. Furthermore, the sDMD algorithm
is used instead of the exact DMD algorithm due to its capability to identify and select key modes.






Application cases

Training data is essential for ML algorithms to be able to make predictions. The data can either be used
for training and validation purposes. To test the efficacy of the ML algorithms two different application
cases are used. Chapter 4 describes these application cases by providing:

1. Information on the governing physics.
2. Key results of each LES simulation.
3. The design space for each application case.

A representative optimisation study for Siemens (see Example 1, Chapter 1) optimises the design of
fuel nozzles for a new combustion chamber design. However typical Siemens cases possesses very
complex flow physics and require a relative dense meshes. The inherent complexity of these cases
made them unsuitable for this research. This thesis focuses on analysing, comparing and implementing
different ML algorithms to determine whether they are capable of tackling all 4 problems (see Chapter
1) that are adjoined to optimisation studies. To achieve this as efficiently as possible it is decided
to use canonical fluid dynamics cases with relative simple domains. The two test cases are the Von
Karman Vortex Street and a turbulent shear mixing layer.

The outline of this chapter is as following: Section 4.1 describes the Von Karman Vortex Street (previ-
ously seen in Fig.3.3 and Fig.3.8). Section 4.2 describes a turbulent shear mixing layer. Section 4.3
expands on the implications of two-dimensional CFD. Section 4.4 provide the concluding remarks.

4.1. Von Karman Vortex Street

The von Karman Vortex Street is one of the canonical problems of Fluid Mechanics [75] named after
the fluid dynamicist Theodore von Karman. Examples of the Vortex Street are widespread throughout
nature, for example weather patterns (Fig.4.1) and singing of telephone and electrical cables [103].

Figure 4.1: Wind-driven clouds in the shape of a Vortex Street. The vortices appeared over the Alexander Selkirk Island in the
South Pacific Ocean [100].
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When a fluid flows past a bluff body of a certain shape and size it will generally start to shed vortices,
the exception being creeping flows (Re < 1). When a Reynolds number of approximately 100 is
reached [75], the wake becomes unstable and forms two staggered rows of vortices of opposite rotation.
Furthermore, the wake slowly oscillates because the vortices separate alternately from the bluff body.
Since the vortices are shed alternately, the forces experienced by the bluff body are also oscillating
[75]. When the vortex shedding frequency matches the natural frequencies of the bluff body, it starts to
vibrate and can lead to the singing of cables. The Strouhal dimensionless number is a key parameter for
oscillating flows since it describes the relation between a length-scale of a bluff body, vortex shedding
frequency and the flow velocity. The Strouhal number is defined as [142]

_ It

St
U

(4.1)
With the defined Strouhal number it is possible to describe the universal relation between the two dimen-
sionless numbers governing a Vortex Street. The Strouhal-Reynolds describes the relation between
the vortex shedding frequency and Reynolds number [142]. This relation is shown in Fig.4.2, where
the cross-hatched exhibits the spread of experimental data describing this relation. The reasons for
the spread in data is not discussed and the interested reader is directed towards Lienhard [83].
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Figure 4.2: The Strouhal-Reynolds relation for rigid circular cylinders. Obtained from the work of Lienhard et al. [83]

As stated in Chapter 2, only turbulent flows are used in this thesis. Higher Reynolds numbers, through
higher flow velocities, are generally attractive for practical reasons. Higher flow velocities result in lower
flow-through times and higher vortex shedding frequencies. This is favourable, from a computational
and post-processing point of view. These factors combined with the information from Fig.4.2 resulted
in the chosen Reynolds number range, 2500 <Re< 6000, for the CFD cases. For accurate vortex
shedding frequency predictions the following piece-wise linear equations are used, defined by Fey et
al. as [46]

_|0.2040 + 0.3364/vRe, if 1300 < Re < 5000

t= 4.2
0.1776 + 2.2023/vVRe, if 5000 < Re < 2-10° (4.2)
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4.1.1. CFD set-up

The following subsection briefly describes key points of the CFD simulations, these are ordered simi-
larly to the working procedure from StarCCM+. It should be emphasised that the focus of this thesis is
directed towards ML algorithms (i.e. implementations, capabilities and drawbacks). To speed-up the
whole learning process, coarse meshes are used throughout the project to obtain data that quickly can
be read, manipulated and transferred. The consequence of using a coarse mesh is that for certain
cases CFD criteria (e.g. Pope, CFL) are violated. Regardless of these violations, in Section 4.1.2 it is
shown that the most important features for the Von Karman street are adequately captured.

This section describes the Geometry and Mesh, CFD Physics settings and CFD quality control. The
used spatial and temporal discretization schemes and settings were discussed in Section 2.2.2

Geometry and mesh

The geometry used for the LES simulation is a quasi two-dimensional rectangle with a cylindrical cut-out
on the centerline of geometry. The domain dimensions are given in Table 4.1 and key mesh statistics
in Table 4.2. More information on the mesh statistics see GitHub [5].

Table 4.1: Dimensions domain Table 4.2: Mesh statistics
Parameter Value (mm) Parameter Value Unit
Length (X) 100 Base size cell 0.60 mm
Height (Y) 25 Number of cells 165412 [
Width (2) 2 Minimum volume change  0.06 []
Radius cylinder 1.25 Minimum face validity 1 [-]
Origin cylinder (40, 0, 0) Maximum skewness angle 60.97 deg.

N
X

Figure 4.3: Cross-section (X,Y,0) of the mesh used for Karman Vortex Street CFD simulations. The different colours highlight
the different boundary conditions that are described at the bottom of this page.

A structured mesh is used instead of a polyhedral or tetrahedral mesh, for the practical reason that
this mesh resulted in fewer cells. Figure 4.3 depicts the coarse structured mesh for the quasi two-
dimensional domain.

CFD settings

The specific StarCCM+ settings are tabulated in Table C.1. A time-step of 7.5 microseconds and a
maximum of 6 inner iterations are used. There are four different boundary conditions used for the
domain: 1) mass flow inlet (purple), 2) pressure outlet (green), 3) no-slip adiabatic walls (red) and 4)
symmetry planes. The inlet is positioned on the left surface of the domain (perpendicular w.r.t. Fig.4.3)
and the outlet is positioned on the right surface of the domain. Two symmetry planes are used at (X,Y,
+ 1) and the remainder of the surfaces are no-slip walls.

The operating conditions are: reference pressure of 1 Atmosphere, reference temperature of 300 Kelvin
and a pressure outlet at -0.1 Bar (relative to the reference pressure). These are identical for all the LES
simulations of the Von Karman Vortex Street.
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Design space

The mass flow inlet is the design parameter in the one-dimensional design space, and thus is basically
a design sweep. In total 13 different design points are chosen with varying mass flows. These 13
design points can both be used for validation and for training of the ML algorithm.

Table 4.3: Design space of the von Karman Vortex Street application case.

No. Deviation (%) Mass flow (g/s) Reynolds number Vortex shedding freq. (Hz)

1 0 1.2500 2875 1794
2 5 1.3125 3019 1883
3 10 1.3750 3162 1970
4 15 1.4375 3306 2060
5 20 1.5000 3450 2147
6 30 1.6250 3737 2324
7 40 1.7500 4025 2500
8 50 1.8750 4312 2675
9 60 2.0000 4560 2853
10 70 2.1250 4887 3028
11 80 2.2500 5175 3198
12 90 2.3750 5462 3363
13 100 2.5000 5749 3527

The text above and Table 4.3 describe merely the boundary conditions. For accurate initial conditions
a RANS simulation is performed beforehand (see Section 2.2).

CFD quality control

This paragraph briefly describes how to asses the numerical quality of a CFD case. The first key aspect
are the residuals that is the imbalance between a conserved quantity in each control volume. Low
residuals are indicative for a numerically accurate solution [45]. The second aspect that is monitored,
are the mean values of quantities of interest (e.g. pressure, velocity). Multiple probe points are placed
in the domain that track these quantities over the total range of iterations or time-steps. Once the mean
is constant or nearly constant, can the solutions be considered converged.
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Figure 4.4: Residuals and normalised averaged values of quantities of interest

Figure 4.4 shows respectively a convergence plot and a normalised mean quantities plot. Normalised
mean quantities are used to show 3 flow quantities in a single figure. Figure 4.4 (a) shows the last 100
iterations with very low residuals, whereas (b) depicts hardly any fluctuations. Lastly, the CFL-number
and the Pope criterion are analysed, these are shown in Fig.C.2 and Fig.C.3. Areas can easily be
identified where the Pope and CFL thresholds [82, 110] are exceeded. This is not ideal and indicates
that the mesh is too coarse (as expected) from a strict CFD point-of-view. Regardless, as the next
section shows the most important features are accurately captured by the CFD simulations.
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4.1.2. Results
The following subsection highlights the pressure and vorticity flow-fields for multiple time-steps, and
provides a graph of the vortex shedding frequency.
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Figure 4.5: Six snapshots of a simulated von Karman flow-field for operating point number 8 (Table 4.3)

The snapshots from Fig.4.5 show the unsteady separation of the vortices and the asymmetric pressure
distribution as described at the start of Section 4.1. The six snapshots represent the last three time-
steps from the LES simulation of design point 1. The final figure that is provided is Fig. 4.6, that
compares the simulated vortex shedding frequency with the computed vortex shedding frequency from
Eq.4.2.
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Figure 4.6: Comparison between the CFD and experimental vortex shedding frequency
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Discussion results

The linear growth of the vortex shedding frequency is relatively accurately captured. Albeit, there is a
slight deviation between the simulated frequency and the experimental frequency. The observed de-
viation however is always well below 10%. The deviation most likely originates from the coarse mesh
surrounding the cylinder, the boundary layers are not adequately resolved by the coarse mesh. This
is: 1) indicated by the Pope-criterion and CFL number and 2) a mesh-dependency is observed by the
author.

Typically in a high-quality CFD simulation more quantities are monitored and validated with experiments
(e.g. angle of separation, drag coefficient and the length of a wake). It is decided not to evaluate and
validate more quantities, since it diverges from the goal. A certain degree of inaccuracy in the CFD
simulations is permitted, with respect to the goal of this thesis.

4.2. Turbulent Shear Mixing Layer

The second application is a turbulent shear mixing layer that is one of the canonical problems of Fluid
Mechanics. The flow physics are governed by the Kelvin-Helmholtz (KH) instability [75], that occurs at
the interface between two flows with different velocities. Typical examples include waves on the water
surface from wind blowing over the water, and clouds forming a KH pattern of coherent structures.
These typical patterns are shown in Fig.4.7.

Figure 4.7: Visualization of a turbulent shear mixing layer. Obtained from the work of Parezanovic et al. [107]

The KH-instability is caused by the destabilising effect of shear that overcomes the stabilising effect
of stratification [75]. This instability results in significantly improved momentum and heat transfer, it is
therefore vital for many engineering applications [75].

4.2.1. CFD set-up
This section describes the Geometry and Mesh, CFD Physics settings and CFD quality control. The
spatial and temporal discretization schemes and settings were previously discussed in Section 2.2.2

Geometry and mesh

This application case uses a quasi two-dimensional geometry and is based on the Mixing Layer valida-
tion case from Delville [38]. The NASA-website provides results and documents for validation of RANS
turbulence models. For this research the velocity profiles are compared to asses the quality of the CFD
simulations. The domain dimensions are given in Table 4.4 and key mesh statistics in Table 4.5.
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Table 4.4: Dimensions domain Table 4.5: Mesh statistics
Parameter Value (mm) Parameter Value Unit
Length upper-duct (X) 1800 Base size cell 100 mm
Length lower-duct (X) 1500 Number of cells 53666 [-]
Height both ducts (Y) 125 Minimum volume change  0.0158 []
Width both ducts (2) 2 Minimum face validity 1 [
Splitter plate thickness 0.3 Maximum skewness angle 82.78  deg.

For this case, a small mesh-study is performed where three different meshes are compared. The results
are described in Section C.3 and the mesh that is superior is shown in Fig.4.8.

Figure 4.8: Mesh used for the Mixing Layer cases. The colors represents again the different boundary conditions which are
described in the text below.

The mesh has a refinement near the centerline of the domain. This is the interface region, between
the two flows and where the coherent structures form.

CFD physics

The same physics models are used for the Mixing Layer cases as for the Von Karman Vortex Street
cases, for more information on the physics models see Table C.1. For the Mixing Layer a time-step is
used of 2 - 10~° seconds and 6 inner iterations. The combination of boundary conditions (prescribed by
Delville [38]) consists of: 1) velocity inlets (turquoise), 2) pressure outlet (green), 3) symmetry planes,
4) adiabatic no-slip walls (red) and, v) adiabatic slip-walls (orange). The two symmetry planes are
positioned at (X,Y, + 1). The operating conditions consist of a reference pressure of 1 Atmosphere,
reference temperature of 300 Kelvin and the pressure outlet is at 1 Atmosphere as well, these condi-
tions are valid for all the Mixing Layer simulations.

The design parameter for the Mixing Layer is the velocity of the flow at the inlet of the upper duct. The
velocity of the inlet from the lower duct is kept constant at 22.4 m/s. A base-case is defined that uses
the same operating conditions to the case prescribed by Delivlle [38]. The intention was to first validate
the base-case, and subsequently derive and compute deviations from this base-case.

Table 4.6: Design space for the Turbulent Shear Mixing Layer application case

No. Velocity inlet deviation (%) Velocity inlet upper duct (m/s) Velocity ratio (-)
1 (base-case) 0 41.54 1.85
2 -5 39.46 1.76
3 -10 37.39 1.67
4 -20 33.23 1.48
5 +10 45.69 2.04
6 +20 49.85 2.23

The CFD quality control for the Mixing Layer simulations are not discussed for the sake of brevity. All
the residuals for all cases, converged to a point below 10~*. The CFL condition can be seen in Fig.C.6
and the Pope criterion can be seen in Fig.C.5.
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Results
The following subsection provide the results of LES simulation number 1. Figure 4.9 shows the pressure
and vorticity flow-fields for multiple time-steps.
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Figure 4.9: Six snapshots of the Mixing Layer base case

For the mixing layer cases the overall quality of the LES simulations are judged by how well the base-
case approximates the experimental results from Delville [38]. Only the velocity profiles are compared
at different line-probe positions, but all are on the centerline (Y=0).
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Figure 4.10: Velocity profiles of line probes at different axial positions
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Discussion results

When the velocity profiles of Fig.4.10 are analysed, a difference between the CFD and the experimental
results can be seen. The dominant reason for the difference is because of an undesired CFD phenom-
ena. It is observed that the pressure outlet behaves as a reflective wall because it is enforcing a fixed
pressure value [108]. A strong indication for this is shown in Fig.4.11 where two probe points monitor
the pressure over time. The blue lines represent probe points in the region of interest, thus where the
coherent structures form. The red line represents probe points outside this region and where no large
Eddies (fluctuations) are present. Therefore, it should have a near constant pressure.
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Figure 4.11: Pressure probe comparison of inside and outside the wake

From Fig.4.11 it can be seen that a large pressure fluctuation is present both inside and outside the
region of interest. This is a strong indication that these are nonphysical waves. The waves most likely
originate from the pressure outlet that eventually forms a feedback loop between the reflective pressure
outlet and reflective velocity inlet [108]. The reflective waves can also be observed in Fig.4.9.

This phenomena has been observed before by other Siemens users. However, it seems that small and
simple geometries, where the inlet and outlet are opposite to each other, experience this phenomena
more forceful than other geometries. Currently, Siemens PLM (the developer of StarCCM+) is work-
ing on developing and implementing non-reflective boundary conditions, however it was not available
during this research. The following attempts have been made to overcome the reflective boundary
conditions:

» Used 3 different combinations (i.e. inlet and outlet) of boundary conditions.

» Used a Smagorinsky turbulence model.

* Implemented an acoustic suppression zone by implementing a sponge layer.
» Solved the cases with different versions of StarCCM+.

These attempts were all unsuccessful and due to time-constraints no further attention was given to this
problem. In-house studies, performed in subsequent months, showed the difficulties of implementing
an acoustic suppression zone and justified the decision to stop working on this. More importantly, it
can be stated from Fig.4.10 that the velocity trends are captured, and from Fig.4.9 that the vorticity
flow-field exhibits the classic Kelvin-Helmholtz coherent structures.

For more information on reflective boundary conditions see Poinsot et al. [108], or acoustic suppression
zone (sponge layer) see [32, 89].
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4.3. Consequences of quasi two-dimensional CFD

Both the domain of the von Karman Vortex Street and the Mixing Layer are quasi 2-D. However, pre-
viously stated in Section 2.1.2, turbulence can only truly exists in a 3-D space [103, 106]. Because
vortex stretching is a 3-dimensional phenomena and plays an essential role in the energy cascade. In
this section the physical consequences of using a quasi 2-D domain is briefly discussed. Quasi 2-D
domains are used instead of 3-D domains because of the significantly reduced computational cost of
the whole process (e.g. computing, data-extraction, Machine-Learning, prediction).

In Section 2.1.2 the concept of the energy cascade is introduced, that dictates that large eddies interact
with other large eddies and subsequently break into smaller eddies. This process is continued until the
very small eddies dissipate into heat through viscous forces. Vortex stretching plays an important role in
transferring the energy from larger eddies to smaller Eddies but is strictly a 3-D phenomena [103, 106].
When a turbulent flow is confined to a 2-D domain, the energy cascade concept still holds. Remarkably
however, for (quasi) 2-D turbulence the direction of the energy cascade is reversed and thus energy is
transferred to the larger scales [44, 106]. This inverse cascade theory was first postulated by Kraich-
nan [73] in 1967 and became a seminal contribution to the theory of turbulence [44]. In contrast to 3-D
turbulence (where macro-sized eddies interact and break up into smaller eddies) 2-D turbulence has
shown a form of "vortex cannibalisation” (where smaller eddies merge into larger eddies) [121]. For
the mathematical working principles behind this, the reader is directed to the work of Kraichnan [73, 74].

2-D turbulence and the inverse cascade have multiple consequences that make it quite different to 3-D
turbulence. Whereas, a 3-D flow tends to be extremely chaotic, unpredictable and to a degree random
[103], a 2-D turbulent flow strongly tends to self-organise and form long-lived large scale coherent
structures [106]. This is an important to realise when dealing with (quasi) 2-D domains, that it basically
results in an unrealistic smooth flow-field compared to its 3-D counterpart.

4.4. Conclusions application cases

In Chapter 4 two canonical fluid dynamic cases are described. The chosen Von Karman Vortex Street
case and Mixing Layer case are: 1) relatively straightforward, 2) do not require large domains with
dense meshes and 3) abundant validation data is available. Furthermore, for computational efficiency
only quasi 2-D domains are used in this work. As a consequence of 2-D turbulence and an inverse
energy cascade, unrealistic smooth flow-field are obtained compared to its 3-D equivalent.

The physics for the Von Karman Vortex Street is governed by the alternately shedding of vortices that is
mathematically described by the Strouhal-Reynolds relation (see Eq.4.2). The design space consists
of 13 operating points between a Reynolds number range of 2500( Re (6000. In this range the vortex
shedding frequency increases linearly. A small deviation, 5 — 10%, is present between the simulated
and experimental vortex shedding frequencies. The expected cause is due to the coarse mesh, as the
boundary layers near the cylinder are not adequately resolved.

The physics from the second test case, the shear Mixing Layer, is governed by the Kelvin-Helmholtz
instability. This instability is caused by the destabilising effect of shear that overcomes the stabilising
effect of stratification. The design space consist of 6 operating points that account for velocity ratios
between 1.48 — 2.23. Regarding the results, significant differences with experimental data are present
due to an undesired CFD phenomena. It is observed that the pressure outlet acts as a reflective wall
and causes large pressure fluctuations propagating through the domain. Nevertheless, the results are
deemed sufficient as important velocity profile trends are captured. Furthermore, Kelvin-Helmholtz co-
herent structures can be observed for all the operating points.



POD-Interpolation

At this half-way point a compact summary is appropriate. Chapter 2 revolves around fluid dynamics,
its complexities and how it can numerically be solved with LES simulations. This is succeeded by
the literature study, Chapter 3, that provided 19 potential holding ML-algorithms for the prediction of
flow-fields. With the help of 4 criteria the algorithms are narrowed down to the first implemented al-
gorithm, that is the POD-Interpolation algorithm. This is a simplification from the CPOD-Kriging [88]
algorithm that reportedly provided very high speed-up potential, additional learning benefit and is rela-
tively straightforward. Chapter 4 described the two application cases that are used to test the efficacy
of the POD-Interpolation algorithm. Chapter 5 intends to:

1. Describe the methodology for the POD-Interpolation approach.
2. Provide the results for the Von Karman Vortex Street and Mixing Layer.
3. Give a verdict on the CFD and POD-Interpolation combination.

The outline of Chapter 5 is as follows. Section 5.1 describes the methodology and Section 5.2 provides
the results of the von Karman Vortex street. This is succeeded by Section 5.3 where the results of the
turbulent shear mixing layer are described. Section 5.4 provide a discussion on the results and Section
5.5 the verdict on the POD-Interpolation algorithm.

Simplification of the CPOD-Kriging algorithm

The simplification to the POD-Interpolation algorithm is possible under 2 conditions. First of all, the
CPOD only differs from a POD algorithm by its ability to cope with data from different meshes due to
geometrical parameter variations. However, as the design space of the Von Karman Vortex Street (Ta-
ble 4.3) and the Mixing Layer (Table 4.6) shows, only flow parameters are changed. Therefore, there
is no incentive to use the more complex CPOD algorithm.

Secondly, instead of using an advanced interpolation method (i.e. Kriging) it is decided to use an
ordinary linear interpolation method. This is justified by the following 2 points:

1. The Kriging algorithm in the methodology proposed by Mak et al. [88], is implemented as an 2-D
line interpolation method instead of a 3-D Response Surface Model method.

2. A non-linear (Kriging) and a linear interpolation method are identical when interpolating between
two data-points/cases.

By using the standard POD algorithm and an ordinary linear interpolation the implementation is less
complex and quicker, without comprising the quality. The more advanced methods can be implemented
when such a need arises. Due to the similarities between the algorithms it can be stated that by deter-
mining the potential of the POD-Interpolation algorithm, also indirectly the potential of the CPOD-Kriging
(and to a large degree the KSPOD-Kriging) is determined.

45
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5.1. Methodology

In this section the methodology is described approach using Fig.5.1. The starting point in this framework
is the design space, for the von Karman Street and Mixing Layer these are respectively given in Table
4.3 and Table 4.6. The operating points can both be used for validation and training of the ML-algorithm.
The second step is computation of the training points with a LES solver and thus creating the required
training data. The training data is represented in Fig.5.1 as the instantaneous flow-field. Unlike the
CPOD-Kriging methodology [88], a sensitivity analysis and a data-clustering step is not incorporated.
For large design spaces with many different design parameters it is recommended to include these
steps for better results [28, 88]. For this work however, these additional steps are deemed unnecessary
because:

» The change in output, to a change in a flow parameters (input) is relatively well-understood.

» No large variations in the flow-fields exists over the design space.
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Figure 5.1: The essence of the POD-Interpolation algorithm

Step 3 is characterised by two distinct aspects: 1) the extraction of the key dynamical features and 2)
prediction of flow-fields by modulating key dynamical features. Extraction of key features is performed
by decomposing the flow-field data into spatial modes and temporal coefficients. This step can be seen
in Fig.5.1, where the decomposition of the instantaneous flow-field results in a mean-field and unsteady
components. The most important features are retained by truncating the less relevant features. This
results in a reduced set of key spatial modes and temporal coefficients. Prediction of the dynamics for
an objective point is performed by interpolating between temporal coefficients from training points [88].
With respect to Fig.5.1, the blue temporal signals are interpolated to obtain new temporal coefficients
from the objective points. Important to note is that only the temporal coefficients and mean fields are
modulated to predict flow-fields at objective points. The spatial modes are neglected, Mak et al. justifies
this by assuming that the spatial modes do not change over the design space [88] and therefore do not
require any attention. This assumption is extensively discussed in Section 5.4. Prediction is performed
with a linear interpolation method that is defined as [24]

Ac
C:C0+(q_QO)E- (5.1)

Lastly, step 4 is the reconstruction of the flow-fields at objective points. Reconstruction is achieved by
the addition of the modulated mean-field with the multiplication between the newly obtained temporal
coefficients and spatial modes from a training case. The methodology is summarised as:
1. Define the design space with the definition of the training points and objective points.
2. Compute the training points with an LES solver.
3. (a) Decompose the flow-field data into spatial modes and temporal coefficients
(b) Obtain a dimension reduction by truncating to a reduced set of modes.
(c) Predict the new dynamics by interpolating the temporal coefficients of training points.
4. Reconstruct the flow-field for objective points.
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5.2. Von Karman Vortex Street

In this section the results are provided for the vortex street that is done in the order of the POD-
Interpolation methodology. Step 1 and step 2 are discussed in Chapter 4.

5.2.1. Flow-field decomposition

After the computation of the training points the data is loaded into MatLab and the POD algorithm de-
composes the data. In this section the dominant spatial and temporal modes are shown and compared
for training points 1 and 13, and objective point 8. To see the details of these design points see Table
4.3 or Table 5.1. All spatial and temporal modes for all design points are found on the GitHub page [5].

Mean mode + Mode 1

In this paragraph a comparison is drawn between training points 1 and 13, by showing the mean flow-
field and the first mode. Mode 1 is the most dominant mode in the flow-field and has the highest
energy content [86]. The upper row of each subfigure represents the pressure data whereas the lower
row represents vorticity data.
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Figure 5.2: The mean mode/flow-field and the first spatial mode is given with its temporal coefficient are given for 2 different
operating points. The upper row represents the pressure data, whereas the lower row represents vorticity data.

The following things are observed from Fig.5.2 but generally holds true for all the design points points.

» Higher velocities results in an increase in the negative-pressure in the wake, which is clearly
visible from the mean pressure flow-fields. Near the stagnation point the pressure rises.

+ Differences for the vorticity mean flow-fields are less visible but present. Aside from the increased
magnitude, an incline in the angle of the higher vorticity region is observed over the design space.
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+ The 18! spatial mode for both operating points are to a large degree similar. This generally holds
true for the 15, 2"4 and 3™ spatial mode as they are to a large degree similar for all training points.

» The amplitudes of the temporal coefficients increase over the design space. For example, the
coefficients from Fig.5.2 (b) are a magnitude of order higher than from (a).

» The temporal coefficients for operating point 13 are more aperiodic than those from operating
point 1. The trend is observed that temporal coefficients become more aperiodic over the design
space, thus with the increase in mass flow and Reynolds number.

Generally speaking, the first 3 dominant modes (i.e. spatial and temporal) are to varying degrees similar
over the entire design space. From mode 3 on, dissimilarities over the design space are becoming
more evident. A good example of this is shown in Fig.5.3, where the 9" mode is depicted. Lastly,
the aperiodicity of temporal coefficients is a reoccurring topic from this point on. The aperiodicities of
the temporal coefficients increases with the mass flow deviation, as shown in Fig.5.2. But, also with
higher order modes, which is partially shown in Fig.5.3. This allows for the generalisation: the higher
the mode, the higher the degree of aperiodicity of the temporal coefficients. This is a known drawback
of the POD algorithm [24, 124], each coefficient accounts for multiple frequencies (Section 3.4.1).

Mode 9

Mode 9 is showcased because it is a mode that exhibits two features that are representative for the
maijority of the spatial and temporal modes. Figure 5.3 shows mode 9 for training point number 1 and
13 and where each row represents the derived modes from pressure data. The following things are
observed from Fig.5.3 but generally holds true for all the training points.

» The interpretability of the spatial modes is diminishing. For example, it is (very) difficult to connect
the upper spatial mode from Fig.5.3(b) to a physical phenomena. Unlike the spatial modes in
Fig.5.2 that shows clear vortex shedding patterns.

» The temporal coefficients are strongly aperiodic.
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5.2.2. Dimension reduction

Mode truncation is relatively uncomplex for the POD-Interpolation approach. As discussed in Section
3.4.1, the POD algorithm provides a ranking based on the variance content of each mode. This ranking
and the energy content enable the possibility to truncate the modes with a variance criteria (Eq.3.3). A
typical variance criteria dictates that the truncated set of modes need to capture > 99% of variance. Two
variance plots are shown in Fig.5.4. Vorticity flow-fields contains high gradients, this is the expected
cause for the shallower curve with respect to Fig.5.4 (a).
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Figure 5.4: Variance plots for training point 13

Based on the variance plots 50 modes are used for all POD-Interpolation computations unless speci-
fied otherwise. 50 Modes provide: a 1) significant dimension reduction (from +1000 modes to 50), 2)
exceeded the 99% variance threshold, and 3) produced visually identical flow-fields to the CFD orig-
inal flow-fields. Theoretically when computational efficiency is the main priority, more modes can be
truncated. In practice, the computational time of 50 modes for subsequent steps (i.e. prediction and
reconstruction) are easily manageable and thereby removing the need for any further truncation.

The accuracy of 50 modes can be observed in Fig.5.5, this figure shows the time-averaged MRE
(Eq.D.1) for training point 1. Important to note is that the 50 modes reconstructed the original flow-field
from training point 1, this is not a predicted flow-field. The topic of error quantification is extensively
discussed in Section D.2. Converging behaviour is common for a flow-field reconstruction of a training
point. More modes result in a lower mean-residual error (MRE) and therefore higher accuracy. In
Section 5.4.3 and Fig.5.21 it is shown that the converging behaviour is not guaranteed for predicted
flow-fields.
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Seen in Fig.5.5 is that for 50 modes, the MRE is well below 10 % for the cylinder area and below 25%
for the other 3 domains. The distinction between 4 different domains is done to showcase where the
POD modes are working the most effectively. Lower order modes work in the area of the highest fluc-
tuations, thus in the cylinder area. Whereas the higher order modes approximate the smaller Eddies
near the outlet.

On a seperate note, in literature there is debate on the topic of truncation. Taira et al. [145] states that
it is not always clear how many POD modes should be kept and that many different truncation criteria
exists. Taira et al. states that by only looking at the energy content of the POD modes, low-energetic
modes are being truncated but these can be vital for the overall dynamics of the flow-field. Brunton et
al.[24] describes the truncating method to pre-determined amount of variance as crude and suggest
the use of the optimal hard threshold as proposed by Gavish et al. [51]. This method was briefly
implemented during this project, it resulted in a significantly higher number of modes (+500 modes)
and did not produce visually better results compared to the original CFD flow-fields. Therefore, the
typical method of truncating to a pre-determined amount of variance is used.

5.2.3. Prediction and reconstruction

Prediction of fluctuating flow-fields is performed by linear interpolating (Eq.5.1) the temporal coefficients
from the training points. Mak et al. [88] assumes that all the spatial modes are identical over the design
space and therefore does not require any attention. Table 5.1 provides an overview of the objective
points. The flow-field of the objective points are determined by interpolating the temporal coefficients
from the training cases.

Table 5.1: Design points with their respective training points

No. Training No. Deviation (%) Mass flow (g/s) Vortex shedding freq. (Hz)
2 1&3 5 1.3125 1883
3 1&5 10 1.3750 1970
4 1&6 15 1.4375 2060
5 1&7 20 1.5000 2147
6 1&9 30 1.6250 2324
7 1& 1 40 1.7500 2500
8 1&13 50 1.8750 2675

Important to note is that each objective point, deviation-wise, is always at the center of the 2 used train-
ing points. This is not the same as linear interpolating between training point 1 and 13 to determine the
objective points. Each design point has case-specific vorticity and flow-features. Therefore, interpo-
lating between point 1 & 3 not the same as interpolating between point 1 & 13 to reach objective point 2.

In Fig.5.5 the temporal signals from mode 3 and 11 are given for the training points 1 and 13, and
objective point 8.
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Figure 5.5: Temporal coefficients for three different operating points. The temporal coefficients from design point 8 (red) is
obtained with linear interpolation of the two blue training point signals.

The following observations are made based on Fig.5.5. These observations are key and will be further
discussed in Section 5.4.

» Phase differences between the temporal coefficients from the training cases exists.

» Frequency differences between the temporal coefficients from the training cases exists.

» The coefficients from the training cases do not exhibit the same aperiodic tendencies.

» The amplitude for the signals from training point 13 are significantly higher than those from training
point 1

» The interpolated coefficient signal largely copies, with all its aperiodicities, the stronger signal
from training point 13

The prediction of mean flow-fields is something that is not specifically addressed in the methodology
of Mak et al. [88]. Since the method relies heavily on interpolation methods, it is likely that they also
used it for the prediction of the mean flow-fields. Mean flow-fields are per definition steady-state, and
therefore the interpolation (Eq.5.1) is performed between the spatial mean flow-fields from the training
case. This diverges from the prediction of fluctuating flow-fields, where the temporal component of the
training cases are interpolated. The results for the mean flow-fields interpolation are given in Section
5.2.

Reconstruction

Reconstruction is basically the inverse of the flow-field decomposition step as described in Section
5.2.1. In the reconstruction step the 3 governing components, albeit modulated components, are re-
constructed to obtain the flow-field at an objective point. The governing equation (Eq.3.2) is reiterated
below, where i denotes any flow property.

[o9)

LED=TE) = ) an (O o ) (5:2)
m
The newly obtained temporal coefficients (Fig.5.5 (b) and (e)) are imposed on the spatial modes of a
training case 1, seen for example in Section 5.2.1, and added to modulated mean flow-fields.

5.2.4. Results

In the following subsection the results are shown and described for the Von Karman Vortex Street. The
goal is to obtain accurate flow-fields for new design points for less computational time compared to
a LES simulation. As a reminder, the results of LES simulations of a von Karman Vortex street are
described and shown in Section 4.1.1. The results are divided in three paragraphs: the prediction of
mean flow-fields, the prediction of fluctuating flow-fields and error quantification of the results. This
division between the mean and the fluctuating flow-field comes naturally for anything involved with an
POD algorithm, because it automatically subtracts the mean (see Eq. 5.2). To nicely highlights the
stationary and transient component of each flow-field, this division is kept intact.

Prediction of mean flow-fields

The results for the prediction of mean flow-fields are shown in Fig.5.6, where in (a,c) the mean fields
from the LES are shown and in (b,d) the interpolated mean field. Differences between the LES and
interpolated flow-fields are hardly visible. The MRE, that quantifies the difference between the LES and
interpolated field, never exceed the maximum value of 0.07%.
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Figure 5.6: Mean pressure flow-fields for objective points 5 and 8

For this canonical test case the prediction results in negligible MRE’s. However, it is doubtful that linear
interpolation would work for complex cases with multiple design parameters.

Predictions of fluctuating flow-fields

The results for this paragraph are provided as follows, first a comparison is drawn between POD-
Interpolated flow-fields and its LES counterpart. Subsequently, figures of interest are shown such
as pressure plots and pressure spectra. Transient flow-fields are difficult to show and compare on a
paper-format, therefore GIFs are provided on the GitHub[5] page. The accuracy of the predicted flow-
fields can be better analysed by using the GIFs, than looking at distinct snapshots of the flow-field.
Regardless, in Fig.5.7 the predicted flow-field is compared to the CFD flow-field. The predicted flow-
field from objective point 8 is achieved by interpolating the temporal coefficients from training points 1
and 13, that are imposed on the spatial modes from training point 1. Chosen are 3 time-steps of the
predicted flow-field that shows relative good resemblance to the LES flow-field.
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Figure 5.7: Fluctuating flow-field comparison for objective point 8
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From Fig.5.7 multiple things are observed:

» The vortex shedding fluctuations are captured with reasonable accuracy.

» The LES fluctuations (coloured red and blue) that indicate large Eddies are circular and have
relative well-defined boundaries. Whereas, the POD fluctuations tend to show more irregular
patterns.

» A form of phase difference can be seen when comparing Fig.5.7 (c) and (d), where the first 2
fluctuations surrounding the cylinder are to a certain degree out-of-phase.

» The wake near the cylinder tends to be better predicted than the downstream wake.

These observations are further discussed in Section 5.4. Below are figures that depict the pressure for
single probe points (P.P). The location of the probe points are shown in Appendix Fig.D.1. All P.P are
positioned on the centerline (Y=0) at different positions on the X-Axis. The P.P at 43 millimetres is right
behind the cylinder and the P.P at 90 millimetres is near the outlet. These points monitor the pressure
for objective point 8 (Table 4.3).
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Figure 5.8: Pressure probe signals at two different position for objective point 8

0.16

The pressure probe signals depicted in Fig.5.8, show less promising results. By zooming in on certain
points of interest it can be seen that the POD-Interpolation pressure signals are poorly predicted, sig-
nificant discrepancies are present. These pressure signals are transformed into the frequency domain
with a Fast-Fourier Transform (FFT) and the results are shown in Fig.5.9. The pressure spectra depicts
the fundamental vortex shedding frequency (large blue peak) of objective point 8.
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Figure 5.9: Pressure probe spectra at two different positions for objective point 8

Figure 5.9 is a descriptive figure for the POD-Interpolation method in general. The fundamental vortex
shedding frequency of 2863 Hz is (very) poorly predicted, as can be seen in Fig.5.9 (a). Interestingly,
two artificial peaks are predicted at 1941 Hz and 3786 Hz, which are the fundamental frequencies of
training case 1 and 13. This artificial phenomena is even better captured in Fig.5.10.
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Figure 5.10: Both (a) and (b) show two red large artificial peaks at the fundamental frequencies of their respective training cases.

To predict the dynamics (e.g. vortex shedding behaviour) of a flow-field, the temporal coefficients from
training coefficients are interpolated. This interpolation however results in copying the distinct features
(Fig.5.10) of the training cases, instead of the prediction of the correct vortex shedding frequency.

Error quantification of the results

In this paragraph the error between the prediction and the "exact” LES flow-fields are quantified. In
Fig.5.7, six snapshots are presented that show decent resemblances to each other. Whereas, the
pressure signal figures (Fig.5.8) show relative large differences, the predicted pressure signal poorly
approximates the LES pressure signal. Moreover, Fig.5.9 and Fig.5.10 depict the inability of the POD-
Interpolation approach to predict one of the key features of the Von Karman Vortex Street, the funda-
mental vortex shedding behaviour.

In this paragraph all the previous seen results and their accuracy are quantified into two types of errors,
the MRE (Eq.D.1) and RMS (Eq.D.2) error. The following computational steps are implemented on the
flow-field data, before any error quantification is performed.

1. Use absolute values. To mitigate any phase difference between the simulated LES flow-field
and predicted POD-Interpolation flow-field.

2. Transform into the frequency domain. To highlight, compare and quantify the error between
the flow-fields at frequencies of interest

To identify areas of poor prediction an RMS - spatial field is analysed, for example shown in Fig.5.11 for
objective point 8. This figure shows that the POD-Interpolation algorithm struggles with the areas near
the stagnation point, angle of separation and the wake. Relative high error in these areas are expected
since these are governed by highly complex (nonlinear) flow physics. A linear decomposition method
such as the POD [24] struggles to decompose this, let alone predicting it.
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Figure 5.11: RMS error for operating point 8
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The more telling figure is Fig.5.12 where the MRE is depicted against the input variable deviation as
defined in Table 4.3. The MRE provides a scalar value for the difference between the LES and POD-
Interpolated absolute Fourier flow-field, at the fundamental frequency.
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Figure 5.12: Mean Residual Error for the POD-Interpolation approach

Figure 5.12 is a critical figure for the POD-Interpolation approach. For a predicted flow-field with a
small mass flow variation, it directly results in a very high MRE that exceeds 90%. Figure 5.10 already
indicated the inability of the POD-Interpolation algorithm to predict the fundamental vortex shedding
frequency. This is confirmed by Fig.5.12, with the very high MRE for even a small variation in the
design parameter. This figure is further discussed in Section5.4 and throughout the remainder of this
document.

5.3. Turbulent shear mixing layer

In the following section the results for the turbulent shear mixing layer are discussed, the results are
provided in the same order as Section 5.2 but written compactly. Based on the results from the previous
section, especially shown in Fig.5.12, it is decided to limit the input variable deviation for the Mixing
layer to a smaller deviation range. Table 5.2 provides an overview of the design points.

Table 5.2: Objective points with their respective training points

No. Training No. Velocity inlet deviation (%) Velocity ratio (-)
1 0 1.85
2 1&3 -5 1.76
3 1&4 -10 1.67
4 -20 1.48
5 1&6 +10 2.04
6 +20 2.23
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5.3.1. Flow-field decomposition

In Section 4.2.1 a discussion on the Mixing Layer LES simulations is given, in which information is pro-
vided on reflective boundary conditions. Shown in Fig.4.11 are large pressure fluctuations/waves that
most likely stem from the reflective pressure outlet. The POD algorithm struggles with large travelling
waves throughout the domain [24, 145], since real-valued POD modes cannot represent a wave with
a single mode. Taira et al. [145] states that travelling structures are represented by a set of stationairy
POD modes, that are nearly similar but appear shifted in the advection direction. An example of this
can be seen in Fig.5.13 where the first 2 modes are nearly identical but appear shifted in the advection
direction.
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Figure 5.13: Spatial modes and temporal coefficients for operating point 1

This is not ideal, basically the first few dominant modes are representing an artificial CFD byproduct
instead of the actual flow physics. Simultaneously, it is a manageable problem because travelling
waves merely cause rank inflation [24]. Thus, more modes are required to capture the total physics
that theoretically impacts the computational efficiency or flow reconstruction quality. The impact of this
is only noticeable for very sparse truncated sets, this work however retains 50 modes (as described in
Section 5.2.2), which is not truly sparse. There are variants of the POD algorithm that are designed to
deal with travelling structures. For more information on these algorithms see the work of Glavaski et
al.[54] and Noack [104].

Mean mode + Mode 5 and 8

In this paragraph the mean field and two different POD-modes are shown. As discussed above, multiple
modes are needed to represent the large pressure wave propagating through the domain. Different
operating points require a different number of modes to represent their respective pressure wave.
In Fig.5.14 the mean fields, spatial and temporal modes are visualised for operating point 1 and 4.
The modes that are provided, are identified as the first dominant modes that seem unaffected by the
pressure wave propagating through the domain.
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Figure 5.14: Mean flow-field, and the the 15t spatial mode and temporal coefficients for operating point 1 and 4

The following things are observed from Fig.5.14 but generally holds true for all the training points.

» The mean vorticity flow-fields depict the linear growth of the vorticity thickness [38].

 Figure 5.14 provides a glimpse into a potential problem of the POD-Interpolation approach, but
also in general when working with a MDM. Figure 5.14 provides two spatial and temporal modes
for two operating points. The spatial modes look relatively similar (especially the spatial modes
derived from the pressure data) and the amplitude of the temporal modes are the same order of
magnitude. It seems that the modes describe (nearly) the same physics, even when the modes
are of a different order.

This is a relevant observation, because it exposes a potential weakness. During the interpolation,
the temporal coefficients from training cases are interpolated to obtain new temporal coefficients
at new design points. But the interpolation is to a large degree naive, because it does not anal-
yses the modes before for physical similarities. This approach simply interpolates the temporal
coefficients from the training cases, because they have the same rank. Possibly interpolating
between temporal coefficients that describe different physics. This is further discussed in Section
5.4 and Chapter 6.

Truncation, prediction and reconstruction is done in the exact same manner as for the Von Karman
case (Section 5.2). To summarise, after the dimension reduction only 50 modes are retained. The
temporal coefficients from the training cases are linearly interpolated to obtain the new coefficients at a
new design point. These new coefficients are subsequently multiplied with spatial modes from training
case 1 (base-case) and added to the interpolated mean flow-fields to obtain the new total flow-field.
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5.3.2. Results
The results are divided in the prediction of the mean and unsteady flow-fields.

Prediction of mean flow-fields

The prediction of mean flow-fields is performed by interpolating between two spatial mean flow-fields.
The results are shown in Fig.5.15 where the mean vorticity flow fields from the LES and the POD-
Interpolation are shown.
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Figure 5.15: Mean flow-field comparison for operating point 3

The MRE for Fig5.15 is again very low 0.095%, that is similar to the MRE’s for the mean flow-field
comparison of the Von Karman street as described in Section 5.2.

Prediction of fluctuating flow-fields

For the fluctuating flow-fields six snapshots are shown at three different time-steps. The fluctuating
vorticity flow-fields are provided in Fig.5.16. The intention of this figure is to analyse the prediction of
the vorticity dynamics.
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Figure 5.16: Predicted fluctuating flow-field compared against the LES fluctuating flow field, operating point 3

The following things are observed from Fig.5.16. The GIFs from the flow-fields can be found in the
GitHub repository [5].

* The LES flow-field depict well-defined, nearly circular Eddies. The predicted flow-field depict
smeared-out Eddies.

+ Singular Eddies become difficult to identify, when compared to the LES field.

» The amplitude for the predicted Eddies are significantly smaller than the LES Eddies.

» The vorticity dynamics (i.e. roll-up, pairing, cannibalisation) are hardly visible in Fig.5.16, but
even less so when analysing the GIFs.
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» The GIFs show that the vorticity dynamics are poorly predicted and it looks very artificial. It
becomes clear that the POD algorithm separates the spatial and temporal component. Whereas,
actual physical vorticity evolves over space and time. The GIFs depict a vorticity that is clearly
unphysical and inaccurate.

» The Eddies only translate, there is no or hardly rotation visible of the Eddies.

» The interaction between Eddies looks highly artificial.

The snapshots (Fig.5.7 and Fig.5.16) show that a prediction might be relatively decent. But if all the
snapshots/figures are combined into a GIF, and the actual temporal evolution of the fluctuating flow-field
is analysed the results are significantly worse. This trend is confirmed in the pressure signals Fig.5.8
but also below in Fig.5.17. The location for the probe points (P.P) are depicted in the Fig.D.3.
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Figure 5.17: Pressure probe figures for operating point 2 and 5
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Figure 5.17 depict the large pressure fluctuations propagating through the domain. The fluctuations that
stem from the vortices are small in comparison to the large pressure wave. The predicted pressure
signals are relatively of decent accuracy when the input variable deviation is (very) small, as is the
case for operating point 2 that is shown in Fig.5.17 (a). Simultaneously, in Fig.5.17 (a) also a growing
phase difference is observed for the two signals. When the input variable deviation is slightly larger, the
accuracy of the predicted signal is significantly worse as shown in Fig.5.17 (c). Furthermore, correctly
predicting the pressure at the outlet remains a challenge as can be seen from (b) and (d).
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5.4. Discussion results

This section uses all the previous results to explain why this algorithm/framework fails to predict phys-
ically accurate flow-fields. The inaccurate results from previous sections are summarised as:

* Not being able to predict the key flow-feature of a von Karman Street that is the vortex shedding
behaviour and frequency, see Fig.5.9 and Fig.5.10. This inability results in very high MRE (+95%)
for the Fourier flow-fields compared at the fundamental frequency, see Fig.5.12.

» Being unable to accurately predict the flow quantities at points of interest, see Fig.5.8 and Fig.4.11.

» The predicted fluctuating flow-field tend to be more disorganised and having smeared-out Eddies,
as seen in Fig.4.5 and Fig.4.9.

» The predicted vorticity fields can show reasonable agreement at certain time-steps, as Fig.4.9
shows. But once compiled into a GIF it can be seen that the vorticity field is poorly predicted.

» Key dynamical features (i.e. roll-up, pairing and cannibalisation) of vortices are not predicted and
hardly any interaction between Eddies is observed.

» Flow-fields are very poorly predicted downstream: see Fig.5.7, Fig.5.8 and Fig.5.17.

To explain why this method fails to predict these things: 3 succeeding subsections dissect a key problem
with the method for predicting flow-fields at different design parameters. Furthermore, Subsection 5.4.4
describes multiple attempts to overcome these key problems.

5.4.1. A (lack of a) common set of spatial modes

As stated before, Mak et al.[88] assumes that there is a common set of spatial modes. Thus over the
entire design space the spatial modes should be similar to each other, for there to exists a common set
of spatial modes. In this subsection this assumption is analysed and its implications are discussed.

To analyse this assumption, three different spatial modes from three operating points are visually com-
pared. If the assumption by Mak et al. holds true the spatial modes should hardly differ for the varying
operating points.
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Figure 5.18: Spatial modes comparison for the von Karman case

The modes from Fig.5.18 are chosen to showcase large differences between the operating points. The
first 3 dominant spatial modes, for every training point, tend to look rather similar (which partially can
be seen in Fig.5.2). But higher order modes start to diverge from each other after a certain rank of the
modes. Based on the spatial modes for the Von Karman case and the Mixing Layer case, it must be
concluded that the assumption about a common set of spatial modes is not valid.
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With this concluded, lets address the implications of this invalid assumption. The first complication oc-
curs in the prediction step where the temporal coefficients are interpolated. The lack of similarity of the
spatial modes does not directly impact the quality of the interpolation, however it is an indication that
modes that describe different physics are interpolated. This was already briefly mentioned in Section
5.3, the POD-Interpolation approach is naive in the sense that modes are interpolated that capture
different physics.

The second complication occurs in the reconstruction step, where newly obtained temporal coefficients
are imposed on the spatial modes from the common set of spatial modes. Without a common set of
spatial modes, the user has to decide which set of spatial modes is used. The impact of imposing it on
different sets was investigated, but no large quality differences of the predicted flow-fields were found.
The fluctuating flow-fields looked only marginally different and both resulted in inaccurately predicted
flow-fields. Furthermore, the MRE (shown in Fig.5.12) was not significantly impacted by imposing the
coefficients on different sets of spatial modes and remained very high. During this project the following
guideline was used: impose the newly obtained on the set of spatial modes from the operating point
with the lowest Reynolds number.

5.4.2. Interpolation

This subsection expands on the observations made in Section 5.2.4. The most relevant observation
is that a phase and frequency differences exists for temporal coefficients from training cases, which
are interpolated. To showcase the implications of this phase and frequency difference, a simplified
example is presented of two arbitrary signals (S;and S,) that are linearly interpolated to obtain a new
coefficient signal S;.

S1 = cos(2m - 80t),
S, = sin(2m - 100t), (5.3)
53 = 05(51 + Sz)

These signals, along with there representation in the frequency domain, are shown in Fig.5.19.
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Figure 5.19: Simplified example of interpolation of temporal coefficients
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From Fig.5.19 two things become clear. The first is that constructive and destructive interference plays
a critical role in the interpolation of temporal coefficients. As can be seen in Fig.5.19 (c), where the
interpolated signal S; dances around an amplitude of zero between 7 and 17 seconds, as a result of
destructive interference. Moreover, this phenomenon is observed in the prediction of fluctuating flow-
fields where fluctuations disappears at certain time-steps. An example of this is given in Fig.5.20. The
vortex shedding fluctuations at time-step 37 and 206 are merely 2 examples, the GIFs [5] exhibit this
behaviour as well. Disappearing fluctuating flow fields are unphysical and severely impact the quality
of the prediction.
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Figure 5.20: Two time-steps for the predicted flow-field, the fluctuating flow-field completely disappears at these instances.

The second thing that becomes clear from Fig.5.19, is that by interpolating the desired frequency of the
interpolated signal is not predicted. The hypothetical vortex shedding frequency for example signal S5
is 90 Hertz, whereas S, represents a shedding frequency of 80 Hertz and S, 100 Hertz. In Fig.5.19 (d)
the inability of interpolation to predict the fundamental frequency is shown. This effect is also visible
in Fig.5.10, where the fundamental frequency of the desired operating point is not predicted and the
fundamental frequencies of the training cases are clearly visible. Interpolation results in signals/flow-
fields that inherit the governing features from the training cases, instead of predicting the new features
for new design points. This can be mathematically proven by using basic trigonometry rules, Simpsons
[133] proved in the 18™ century that

. . o a+b a
sin(a) + sin(b) = 2 sin( > ) cos( > )- (5.4)

And thus when interpolating S; and S, the resulting S; does not represent a new frequency, but merely
the frequency from the training cases.

Flows with dominant frequencies

The von Karman Vortex Street has dominant vortex shedding frequencies. Proven in this thesis, is
that the POD-Interpolation method can never accurately predict these dominant vortex shedding fre-
quencies for different Reynolds numbers. For applications cases with high dominant vortex shedding
frequencies the consequences of interpolating become obvious, with the inability to predict the funda-
mental frequencies.

The Mixing Layer case does have vortex shedding frequencies but of significantly lower frequencies,
ranging between 0 and 500 Hertz. For unphysical features (e.g. disappearing flow-field) to be visible
for low frequencies it require significantly longer run-times before destructive or constructive interfer-
ence plays a role. Sometimes inaccurate features are not visible because the available data-range is
too limited. For these cases, the absence of these features is positive but it does not imply that the
POD-Interpolation is not inherently flawed for predicting dominant frequencies. This can partially be
seen in Fig.5.17 (a). As time progresses the prediction becomes less accurate and the phase differ-
ence grows. Longer run-times and the the phase difference eventually leads to inaccurate behaviour,
such as flow-fields completely disappearing.

It remains to be seen whether the POD-Interpolation approach would be suitable for flows without
dominant frequencies. Flows for example with a turbulence noise profile. Possibly, the inaccuracy of
the approach is somewhat hidden because no dominant frequencies has to be predicted. According
to the author however, even for these flows the merit of combining CFD and the POD-Interpolation
algorithm is doubtful.
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5.4.3. Prediction of the downstream wake

Flow-fields and properties are in general poorly predicted at the outlet. For example, see Fig.5.7,
Fig.5.8 and Fig.5.17. However, this is not surprising as 2 factors play an essential role in this. Sirovich
[135] has proven that the POD eigenvalues correspond to the turbulence energy spectrum. Sirovich
related the n'" wave number (k,,) to the n'" Eigenmode, with the relation n « k3 [84, 135]. This finding
is of significant for dimension reductions. Because dimension reductions are equivalent to drastically
cutting in the turbulence energy spectrum. The first factor is therefore: dimension reductions can be
seen as a spatial filter that only retains the large scaled Eddies.

The second factor that plays an essential role, in the poor prediction of the downstream wake, is the
separation of space and time. The Snapshot-POD enables a decomposition that results in spatial only
modes and temporal coefficients. However, turbulence and vorticity is a spatial-temporal phenomena
(as described in Section 2.1.2). As a result of this decomposition: 1) the vorticity dynamics in general
are poorly predicted and, 2) the cascading of vorticity energy is eliminated. The 2 aforementioned
factors ensures that the prediction of the downstream wake is rather challenging. Due to the direct
relation between modes and the wave number, a logical assumption would be that by adding more
modes the prediction of the downstream wake improves. Similar to the converging behaviour shown
in Fig.5.5. Predicted flow-fields however exhibit a diverging trend, shown in Fig.5.21. The x-axis
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Figure 5.21: Time averaged MRE that compares the prediction quality to the amount of modes used for prediction. The 7 circles
respectively represents 1,5,10,50,100,250 and 500 modes. See Fig.D.2 for the definition of the different domains.

of Fig.5.21 represents the total amounts of modes that are used for prediction of the flow-field from
objective point 8. Besides that Fig.5.5 shows that the POD-Interpolation approach fails, it also highlights
that it hardly matters whether 1,5,10 or 50 modes are used for the prediction. The deviation is for 1
mode already larger than the LES flow-field and only grows with more modes.

5.4.4. Attempts to overcome the limitations

In the project multiple attempts are made to overcome the limitations of constructive and destructive
interference and the inability to predict the vortex shedding frequencies. One of these attempts is de-
scribed because it partially resolved the inability to predict the fundamental frequencies. The second
reason why this method is highlighted is because it led to the algorithm described in Chapter 6.

The general idea behind the POD-Scaling method is to replace the interpolation step with a scaling
step. The von Karman Vortex Street case lends itself for scaling, since the scaling relation for the vortex
shedding is known (Eq.4.2). Only periodic temporal coefficients can be scaled and as Fig.5.2 shows
the first 3 dominant temporal modes are nearly sinusoidal. Higher order modes become increasingly
aperiodic and can not be scaled. To be specific, the first 3 temporal coefficients of operating point 1 are
scaled to any objective point. The results showed reasonable improvements compared to the POD-
Interpolation algorithm. The fundamental frequency for the predicted design points is captured with the
POD-Scaling method. This improvement initialised the concept of the sDMD-Scaling approach. As the
sDMD algorithm provides purely sinusoidal temporal coefficients.
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5.5. Conclusions POD-Interpolation

Chapter 5 described the implementation and results for the POD-Interpolation algorithm. First the
methodology is described in Section 5.1 and it consists of the following steps:

1. Define the design space with the definition of the training points and objective points.
2. Compute the training points with a LES solver.
3. (a) Decompose the flow-field data into spatial modes and temporal coefficients
(b) Obtain a dimension reduction by truncating to a reduced set of modes.
(c) Predict the new dynamics by interpolating the temporal coefficients of training points.
4. Reconstruct the flow-field for objective points.

The algorithm is implemented on 2 test cases, the Von Karmen Vortex Street and Mixing Layer. The
design space for the both cases respectively consist of velocity and mass flow deviations. Section 5.2
and Section 5.3 provide the results for these test cases. The results for both cases are summarised
as: inaccurate and nonphysical. The algorithm fails to predict key flow-features for the Von Karman
Street as the vortex shedding behaviour and frequency is poorly predicted. This inability results in very
high MREs. Furthermore, for the Mixing Layer the vorticity fields are poorly predicted. Key dynamical
features (i.e. roll-up, pairing and cannibalisation) of vortices are hardly predicted and no interaction
between Eddies is observed.

Multiple root-causes are found that explain why the POD-Interpolation algorithm fails to accurately pre-
dict flow-fields. The first root cause is a failed assumption. There exist no common set of spatial modes
over the design space. This failed assumption complicates the flow-field reconstruction aspect, since
it is unclear on which set of spatial modes the newly obtained temporal coefficients should be imposed
upon. Furthermore, varying spatial modes (over the design space) indicates that modes from differ-
ent training points describe different physics. This is problematic because these modes (that describe
different physics) are interpolated to predict flow-fields at objective points. The second root-cause
is interpolation of the temporal coefficients. Interpolation in the time and frequency domain results
in inaccurate new temporal coefficients due to phase and frequency differences between coefficient
signals. Constructive and destructive interference results in new coefficient signals that exhibit non-
physical behaviour (i.e. disappearing flow-fields). It is impossible to predict new dominant frequencies
with interpolation, because it merely projects the dominant frequencies of the training cases with lower
amplitude.

The governing task of Chapter 5 is to provide a verdict on the POD-Interpolation algorithm. The verdict
is that this framework is unable to accurately predict flow-fields. There is no merit in combining LES
simulations and the POD-Interpolation algorithm to reduce the computational cost and time for opti-
misation studies. Multiple attempts were made to overcome the limitations of the POD-Interpolation
algorithm and eventually led to the formulation of the sDMD-Scaling approach.



Sparse DMD-Scaling

The closing remark of the previous chapter serves as a fitting introduction for Chapter 6. Multiple
attempts were made to overcome the limitations of the POD-Interpolation algorithm. An attempt, that is
referred to as the POD-Scaling approach, showed reasonable improvement and indicated that scaling
has more potential than interpolation. A limitation of the POD-Scaling approach is that only the quasi-
periodic temporal coefficients can be scaled, whereas the vast majority of coefficients are aperiodic.
The sDMD algorithm mitigates this limitation because the flow decomposition results in strictly periodic
temporal coefficients. Chapter 6 revolves around the sDMD-Scaling approach and intends to:

1. Describe the methodology.

2. Provide the results for the Von Karman Vortex.

3. Describe how scaling relations can be discovered and used for prediction of flow-fields.
4. Give a verdict on the CFD and sDMD-Scaling combination.

The outline is as follows, Section 6.1 describes the methodology. Section 6.2 describes the implemen-
tation of the algorithm on the Von Karman Vortex street. The Mixing Layer is not implemented due
to time-constraints. Section 6.3 discusses the possibility to extend the algorithm to cases where the
scaling relations are not obvious and known. Section 6.4 provides a discussion on the performance of
the algorithm. Lastly, in Section 6.5 conclusions are drawn on the four aforementioned points.

6.1. Methodology

The DMD-Scaling methodology is to a large degree similar to the POD-Interpolation methodology. The
first step, for both approaches, is to define the design space (Table 4.3) and classifying the training
and objective points. The second step is the computation of the training points with an LES solver to
gather the required training data. The third step is where the DMD-Scaling approach diverges from
the POD-Interpolation approach, by replacing the interpolation with a scaling method. The governing
steps of the methodology are listed below.

1. Define the design space with the definition of the training points and objective points.
2. Compute the training points with an LES solver
3. (a) Decompose the flow-field data and extract key dynamical features.
(b) Obtain a dimension reduction by truncating to a reduced set of modes.
(c) Predict the new dynamics for objective points by scaling the temporal coefficients and mode
amplitudes.
4. Reconstruct the flow-field for the new design parameters.

Lets expand on the scaling aspect of the methodology. Section 3.4.2 introduced the governing DMD
equation, which for good measure is reiterated below in Eq.6.1. A flow-field is decomposed into spatial
modes (¢), temporal coefficients (w) and mode amplitudes (b).
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Scaling relations are used for the temporal coefficients and mode amplitudes to predict the dynamics of
objective points. The spatial modes are unaltered. The newly scaled temporal coefficients and mode
amplitudes are imposed on the spatial modes from training case 1 (Table4.3). The quality of the sDMD-
Scaling method revolves to a large degree around the quality of the scaling relations, as will be shown
over the next few sections.

6.2. Von Karman Vortex Street

Section 6.2 is ordered differently to its equivalent Section (Section 5.2.4) of the POD-Interpolation
approach. Because there is no ranking of modes and the dominant modes are not obvious. This
problem is mitigated by using the Sparsity Promoting DMD algorithm [68, 69] that identifies the relevant
modes, but does not rank them. Subsection 6.2.1 first describes the mode selection, succeeded by the
truncation and the visualisation of spatial modes. Step 1 and 2 of the sDMD methodology are discussed
in Chapter 4.

6.2.1. Mode selection, truncation and visualisation

Mode selection and truncation for a DMD algorithm is not as trivial as for the POD-algorithm, there is
no set criteria (Eq.3.3) that has to be met. For each of the training points the typical DMD procedure
(Section 3.4.2) is performed. This results in a large number of modes that are highlighted by blue circles
in Fig.6.1. These modes are scrambled in terms of their relevancy. To identify the relevant modes
the DMD procedure is augmented with a penalty function (Eq.3.22). This penalty function promotes
sparsity, as the use of more modes results in a higher penalty that Eq.3.22 tries to minimise. The
relevant modes are highlighted as the red crosses in Fig.6.1. In Fig.6.1 the mode selection for operating
points 1 and 13 are shown.
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Figure 6.1 shows that the spectrum is symmetric with respect to the frequency. This is a consequence
of processing real-valued data that yields eigenvalues that are either purely real (non-oscillatory) or
come in complex conjugate pairs [128]. Only if the input is complex valued data, than the spectrum
becomes asymmetric [128]. Furthermore, Fig.6.1 shows how the sDMD algorithm identifies the modes
around the fundamental frequency and its harmonics as the most relevant. These can be seen as the
large peaks protruding in (b) and (d). When emphasising sparsity the sDMD method selects the modes
with highest amplitudes of the dominant frequencies.

Regarding the truncation, a number between 18 and 22 complex mode pairs are chosen. This varies
because of the optimisation and the variability in the regularisation parameter (y in Eq.3.23) that is in-
corporated in the sDMD algorithm. The rank of truncation of approximately 20 complex mode pairs was
determined to approach the POD rank of truncation of 50 Modes. 20 Complex mode pairs provided
visually identical flow-fields compared to the LES flow-fields. Quoting Brunton et al. [24]: "selecting the
right rank of truncation is one of the most subjective and important steps for a DMD-algorithm”. This is
especially true for the standard DMD-algorithm but partially for the sDMD-algorithm.

Above the mode selection and truncation are discussed, which leaves the visualisation of relevant
spatial modes in Fig.6.3. Three spatial modes, from training point 13, are chosen that represent the
fundamental frequency (3764 Hz) and a relative low (1501 Hz) and high (5826 Hz) frequency mode. A
single-sided spectrum is shown beforehand in Fig.6.2.
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Figure 6.2: A different representation of Fig.6.1 (d) where only the single-sided spectrum is shown for operating point 13. Blue
circles represents again all the available modes and the circles with red crosses represents the selected modes
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Figure 6.3: Spatial modes for operating point 13 representing 3 different dominant frequencies in the spectra of Fig.6.2.
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6.2.2. Prediction and reconstruction

There are few fluid dynamic cases that are as well documented and well-understood as the Von Kar-
man Street, it lends itself for scaling. In Chapter the 4 the physics is described with a focus on the
Strouhal-Reynolds relation (Eq.4.2, Fig.4.2). This relation describe how the fundamental vortex shed-
ding behaviour changes with a velocity deviation, the linear growth is captured by the CFD simulations
as shown in Fig.4.6. The Strouhal-Reynolds relation is used to scale the frequencies of the temporal
coefficients to a new design point.

The second relation is derived from the Bernoulli [75] equation, which correlates the pressure to the
square of the velocity deviation (P « U?). Strictly speaking, using the Bernoulli equation is not cor-
rect since unsteady viscous flows are simulated. Nevertheless, these 2 relations are used as initial
relations to test the efficacy of the sDMD-Scaling approach. These scaling relations are visualised in
Fig.6.4 against the mass flow deviation. These scaling relations are partially revised in Section 6.3.
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Figure 6.4: Initial scaling relations for the Von Karman Vortex Street

Regarding the implementation of these scaling relations. Each complex valued temporal coefficient
consists of a decay rate and frequency. Since there are no known scaling relations for the decay rate
these are unaltered. Only the frequencies of the temporal coefficients are scaled to predict the dynam-
ics of new design points. Roughly 20 complex mode pairs account for 20 different frequencies. The
initial approach is to implement all these 20 frequencies (/modes) with the same scaling relation. To be
specific, all the selected modes (red crosses) from Fig.6.1 (b) are scaled with the same scaling factor.
This is to a degree incorrect, since the Strouhal-Reynolds relation only describes the change of the
fundamental frequency with velocity. Regardless, a single scaling factor is imposed on all the frequen-
cies from the selected modes. In an identical manner, all the scalar mode amplitudes are scaled with
the Bernoulli pressure correlation.

The spatial modes, as stated before, are not altered in any way. This is because streamwise and span-
wise scaling relations are hardly available, also the implementation of such relations is rather complex.
Therefore, scaling is deemed not viable for spatial modes. An alternative solution would be to interpo-
late between the spatial modes of 2 training cases. This is attempted and deemed not viable, because
it is difficult to match spatial modes that describe the same physics. Moreover, often the dissimilarities
between spatial modes is too great to be interpolated.

The reconstruction is done in an identical manner to the POD-Interpolation approach. The unaltered
spatial modes (¢) are used from training point 1. The new temporal coefficients, originally from training
point 1, (w) are comprised of the: 1) unaltered decay rates, and 2) scaled frequencies. The mode am-
plitudes (b) from training point 1 are scaled to new design points. Multiplying these three components
(Eq.3.21) results in a new predicted flow-field.
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6.2.3. Results

The results are given in 2 paragraphs that describe the prediction of fluctuating flow-fields and the error
quantification. The mean-field is not addressed in Chapter 6. The prediction of mean flow-fields is
handled in an identical manner to the POD-Interpolation approach. Interpolating mean flow-fields is
successfully done and never exceeds a MRE of 0.07%. For more information on this topic the reader
is directed to Section 5.2.4.

Prediction of fluctuating flow-fields
For the prediction of the fluctuating flow-fields the same snapshots are shown as in Chapter 5. First
6 snapshots are shown that compare the LES flow-field and the predicted sDMD flow-field. This is
succeeded by 6 snapshot that compares the predicted POD-Interpolated flow-field and sDMD-Scaled
flow-field. Furthermore, for the GIFs the reader is directed to the GitHub page [5]. The GIFs provide a
better comparison than the snapshots.
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Figure 6.5: Comparison between the LES and sDMD-Scaling flow-field

The following observations are drawn by comparing the LES and sDMD-Scaled flow-fields.
» The vortex shedding fluctuations near the cylinder are captured with relative high accuracy.
» The fluctuations near than the downstream wake are poorly predicted.
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Figure 6.6: Comparison between the LES and sDMD-Scaling flow-field

The following observations are drawn by comparing the sDMD-Scaled and POD-Interpolated flow-
fields.
» The sDMD-Scaled flow-fields looks cleaner with more circular Eddies and less irregular patterns.
» Both predict different downstream flow-fields. The sDMD-Scaled downstream flow-field shows
more similarities to the LES downstream field, than its POD-Interpolated counterpart. The pre-
dicted downstream fields however differ significantly in their amplitude.
But maybe the most significant observation is that the flow-field does not disappear at times shown in
Fig.6.6 (i,j). The mitigation of this nonphysical behaviour is considered one of the biggest improvements
of the sDMD-Scaling approach, compared to the POD-Interpolation approach. These observations are
succeeded by the pressure figures, from objective point 8, shown in Fig. 6.7.
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Figure 6.7: Pressure signal and spectra for two different points for objective point 8. See Fig.5.8 and Fig.5.9 for comparison.

The inability of the POD-Interpolation algorithm to predict the fundamental frequency is shown in Fig.5.10,
the ability of the sDMD-Scaling algorithm is shown in Fig.6.7 and Fig.6.8.
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Figure 6.8: The pressure spectra for two operating points. A comparison can be drawn with Fig.5.10.

The predicted pressure signals (e.g. Fig.6.7 (a)) approximate the LES signals reasonably well. At
downstream probe locations the prediction is of lesser quality. Based on the 4 spectra figures, featured
on this page, it can be stated that the fundamental frequency is predicted with high accuracy.

Error quantification of the results

In this paragraph the error between the LES flow-field and the predicted flow-field is determined. The
RMS spatial-field is not shown in this section since it is nearly identical to Fig.5.11. A linear decompo-
sition method, like POD or DMD, struggles with regions of high nonlinearities such as stagnation point,
angle of separation and boundary layers.
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A more important figure, that shows the improvement over the POD-Interpolation approach, is given
in Fig.6.9. The MRE shown in the Fig.6.9 describes the error between the Fourier flow-fields at the
fundamental frequency for each operating point. The x-axis represents the mass flow deviation as
described in Table 4.3.
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Figure 6.9: Mean Residual Error for the two governing algorithms

Figure 6.9 shows the inability of the POD-Interpolation approach to predict a physical accurate flow-
field. Whereas, the proposed sDMD-Scaling algorithm can actually predict a physical flow-field with an
acceptable accuracy loss. A significant improvement is made in this regard.

An additional improvement is made regarding required training data. For the POD-Interpolation ap-
proach, always 2 training points are necessary for the prediction of a objective point. For the rare case
that scaling relations are known, only 1 training point is required to predict an objective points in the
design space. Theoretically, any flow-field within the limits of the scaling relations. As an indication, the
used Strouhal-Reynolds relation (Eq.4.2) is valid up to a Reynolds number of 2 - 10°. To emphasise,
with training point 1 and the available scaling relations can (theoretically) flow-fields be predicted up to a
Reynolds number of 2-10°. For unique application cases that have scaling relations, the sDMD-Scaling
approach is an effective way of exploring a design space with acceptable accuracy losses.

6.3. Extending the algorithm

Three reasons drive the need to extend and improve the proposed sDMD-Scaling algorithm. The first
and governing reason is that scaling relations are required. However, rarely does a fluid dynamic case
have known scaling relations. This severely limits the use of this algorithm to application cases with
available scaling relations. The second reason is that single scaling factors (see Section 6.2.3) are
imposed on every mode, and this is most likely incorrect. Nevertheless, as an initial test it provided
good results. The third reason is to provide additional learning benefit by discovering and formulating
new scaling relations. By overcoming these challenges can the algorithm truly become a viable asset
in the exploration of a design space.

The sDMD algorithm decomposes any flow-field into 3 components, but provides no ranking of modes.
This complicates the discovery of any scaling relations. To overcome this, the modes are ranked in
descending order of their mode amplitude. A type of ranking is necessary to compare and match modes
that describe the same physics. Therefore, the first step in discovering scaling relations is to rank the
modes according to their amplitude. The second step is to visualise the 3 components with respect to
the design parameter. ldeally, patterns emerge by visualising the components. The third step is the
extraction step of scaling relations. This step allows for creativity, different algorithms can be used to
extract the relations from the data. For example, when a pattern or relation is obvious (e.g. Strouhal-
Reynolds) a simple linear regression is sufficient. When relations are less obvious, more complex
algorithms must be used to extract physically meaningful relations.
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The methodology for discovering relations is summarised below.

1. Order and rank. The modes are ranked in descending order, depending on their mode amplitude.

2. Visualise Each mode from the 3 components (spatial, temporal, amplitude) with respect to design
parameter variations.

3. Extract scaling relations. By using an algorithm that extracts physically meaningful relations.

The following 3 subsections implements this procedure for the mode amplitudes, temporal coefficients
and spatial modes.

6.3.1. Mode amplitudes

The first component that is discussed are the mode amplitudes (b). These are easily visualised as they
are ranked scalar values. In Fig.6.10 the four strongest mode pairs are visualised for all mass flow
deviations.
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Figure 6.10: Mode amplitudes for the four leading mode pairs

The following observations are made, based on Fig.6.10.

+ The Bernoulli derived scale factor (P « U?) reasonably approximates the leading mode pair. A
scale factor of = 4 can be seen between operating point 1 (0% deviation) and 13 (100% deviation),
thus a doubling of the mass flow and the velocity.

* A noticeable decline is present for the lower order mode pairs. This indicates that imposing a
single scaling factor to all the modes is incorrect, as is previously done in Section 6.2.3).

» For unknown reasons are 3 out of the 4 leading mode pairs converging at a mass flow deviation
of 15%, 40% and 70%.

Regarding the extraction of new scaling relations different algorithms can be used. It predominantly
depends on the amount of training points that are available. Visualised in Fig.6.10 are 13 different
operating points, as defined in the design space. However, it is likely that real applications uses more
sparse design spaces since every operating point is a computationally expensive LES computations.
Regardless, the patterns in Fig.6.10 are relative clear and therefore a linear regression [24] is used.
This regression occurs between training point 1 and 13. Furthermore, due to time constraints it was
not possible to: 1) research the ideal balance between the number of training points and the quality of
scaling relations, or 2) try different algorithms. It is important to emphasise that the extraction aspect is
open to creativity, different order polyfits, regression methods or even a Neural Network can be used.

6.3.2. Temporal coefficients

The complex valued temporal coefficients are comprised of two values, the (real) growth/decay rate
and the (imaginary) frequencies. The leading 22 frequencies for every operating point are visualised
in Fig.6.11. Approximately 20 modes are required to identify reasonable differences in frequencies, 12
leading modes represent a narrow bandwidth near the fundamental frequency. This can be seen in
Fig.6.1, where the majority of selected modes (red crosses) surround the fundamental frequency.
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Figure 6.11: Frequency of the 20 leading modes with respect to variations in the flow parameter

Unsurprisingly, the linear growth of the fundamental frequency is accurately captured as can be seen
by all the circles between the range of 2000- 4000 Hertz. A secondary batch of modes is observed be-
tween roughly 4000- 7000 Hertz. These modes presumably capture the harmonics of the fundamental
frequency, that for majority also exhibit a linear growth over the design space. After 80 % it declines
for unknown reasons.

Figure 6.11 offer a few possibilities to extract different scaling relations. For example, the batch of
modes between 4000-7000 Hertz has an steeper incline compared to the linear growth of the Strouhal-
Reynolds relation. A polyfit, or piece-wise linear regression would be able to capture this steeper incline
and subsequent decline. However, no new scaling relations are extracted. The practical reason for
this is because the dominant frequencies are already captured with (very) high accuracy, as Fig.6.7 and
Fig.6.8 shows. The predicted frequencies are nearly identical and only a slight amplitude overshoot is
present. Thus there is no need to use different scaling relations, and the Strouhal-Reynolds relation is
imposed on all modes, as in Section 6.2.3.

For the real-valued decay rates of the temporal coefficients also no new scaling relations are ex-
tracted. After visualising the decay rates in Fig.6.12, no useable and visible patterns emerged. More-
over, the values are of a very small magnitude 0(10~7) and the impact of improved scaling relations is
expected to be limited.
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Figure 6.12: The decay rates of the leading modes

Theoretically, an advanced ML-algorithm can be used to extract patterns/scaling relations from the
data. However this is not done and the possible benefit of scaling the decay rates remains unknown.
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6.3.3. Spatial modes

The visualisation of spatial modes over a design space is previously done for POD spatial modes and
shown in Fig.5.18. An important observation was that a common set of spatial modes does not exist.
Thus, the spatial modes vary over the design space. The same phenomena still holds true for the
sDMD algorithm. Figure 6.13 depicts the three spatial modes with the highest amplitudes for operating
point 1, 8 and 13.

Spatial mode 101 Spatial mode 443 Spatial mode 431

(a) Operating point 1 (f = 1942 Hz) (b) Operating point 8 (f = 2863 Hz) (c) Operating point 13 (f = 3764 Hz)

Figure 6.13: Spatial modes corresponding to the fundamental frequency

Figure 6.13 is example of similar looking spatial modes. These could hypothetically be interpolated,
in a similar way to the mean-field interpolation (Section 5.2), with reasonable accuracy. However, the
dissimilarities for the vast majority of spatial modes is simply too great that they be interpolated with
reasonable accuracy. Moreover, it is very difficult to match modes that describe the same physics.
Finding scaling relations for spatial modes remains non-trivial. Due to time-constraints and its inherent
complexity the spatial modes are unaltered. The spatial modes from training point 1 are used for

prediction of flow-fields.
6.3.4. Results
In this last subsection the results are shown for the sDMD-Scaling approach with partially self-made
scaling relations. These are summarised as:
* Mode amplitudes. All modes are scaled with a separate linear regression method between

training point 1 and 13.
* Frequencies. No new scaling relations are extracted. The frequencies of all temporal coefficients

are still scaled with Strouhal-Reynolds relation.
» Decay rates. No scaling relation became visible from Fig.6.12. The decay rates from training

point 1 are used.
» Spatial modes. No scaling relation could be found. The spatial modes from training point 1 are

used.
The sDMD-Scaling approach with partially self-made scaling relations is denoted in Fig.6.14 with an
asterisk. Figure 6.14 presents the MRE for the governing algorithms.
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Figure 6.14: Mean Residual Error for the two algorithm and a variation with partially self-made scaling relations. The sDMD-
Scaling approach with new scaling relations is denoted with an asterisk (*).
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Figure 6.14 is a key figure of the project and is extensively discussed in Section 6.4. The incremental
error reduction: from a very high MRE (POD-Interpolation) to an acceptable MRE (with the proposed
sDMD-Scaling approach), to even a lower MRE with self-made scaling relations, is encouraging.
Below pressure figures are shown that depict the spectra of operating point 8. A comparison is drawn
between the spectra of the predicted flow-fields with conventional and self-made scaling relations.
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Figure 6.15: The pressure spectra for operating point 8, this point is representative for the other operating points.

From Fig.6.15 (b) it can be seen that the peak amplitudes are predicted with higher accuracy. Unlike,
Fig.6.15 (a) where significant amplitude overshoots are observed. Secondly, a artificial peak is intro-
duced left of the fundamental frequency (Fig.6.15 (b)) and two dominant frequencies between 4800-
5800 Hertz are suppressed. These observations indicate that improvements are made with regards
to mitigating the amplitude overshoot. Simultaneously, artificial peaks are introduced and harmonics
are suppressed. These results prove the potential of the sDMD-Scaling algorithm to discover and
use scaling relations. Simultaneously, the results clearly indicate that more work is required for the
sDMD-Scaling algorithm to be used for complex application cases.

6.3.5. Potential speed-up

So speed-up times are not mentioned, instead in this document a strong emphasis is put on predict-
ing physical accurate flow-fields. Furthermore, no speed-up times are given for the POD-Interpolation
approach since it fails to predict accurate flow-fields. A comparison can be drawn between the con-
ventional CFD route and the CFD-sDMD-Scaling combination, for the computation of the Von Karman
design space. The CFD approach computes the 13 design points with LES simulations. Whereas,
the CFD-sDMD-Scaling approach requires the training data of 2 LES simulations and 11 sDMD-Scaled
computed design points. To predict the flow-fields of these 11 points, the partial self-made scaling re-
lations are used. A speed-up factor of =~ 5.6 is achieved when observing the total computational time.
Any new design point (within the confines of the design space) can be simulated ~ 309 faster with the
trained sDMD-Scaled algorithm than with a LES simulation.

Table 6.1: Estimated times for every computational step and the cumulative (cum.) time for von Karman design space

CFD CFD-sDMD-Scaling
Quantity Time Cum. time \ Quantity Time Cum. time \ Unit
CFD 13 3 39 2 3 6 (hr)
Extraction 2 4 8 (s)
Prediction 11 1 11 (s)
Reconstruction 11 30 330 (s)
Total time ~39 | ~7 | (hr)

Caution is always warranted when looking at time-estimates and speed-up factors, these times deviate
for other application cases, hardware configurations and users.
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6.4. Discussion results

In this section a discussion of the previous seen results is given. First a compact comparison is drawn
between the 2 governing algorithms. Secondly, an analysis is given on the potential of the sDMD-
Scaling algorithm.

6.4.1. POD-Interpolation vs sDMD-Scaling
This subsection augments the information that is given in Section 3.4.3 where key features of the POD
and sDMD algorithm are compared. Key observations from this section are:

» Sparsity. Any POD algorithm outperforms a DMD algorithm, as proven by Lumley [86]. For a
given number of modes a POD based approach provides the best representation of the input data
compared to any other linear decomposition methods [86].

» Truncation. The POD algorithm allows for relative straightforward dimension reduction. The
ranking of the modes enable a truncation based on the cumulative energy content. Whereas, the
sDMD algorithm provides no ranking and only with the help of a penalty function (Eq.3.22) are
the relevant modes identified.

Based on these observations and the reportedly spectacular results from Georgia Tech. [27, 28, 87, 88,
154, 165] was the POD-Interpolation the favourite algorithm for the prediction of flow-fields. Chapter
5 showed, however, significantly less promising results and 2 root-causes are identified (see Section
5.4). The verdict on the POD-Interpolation approach is clear: it is not suited for the prediction of flow-
fields for different Reynolds numbers (see Section 5.5). Succeeding this are the advantages of the
sDMD-Scaling algorithm.

+ Decomposition. The biggest advantage of the sDMD algorithm are the periodic temporal coef-
ficients. Periodic coefficients can be scaled and thereby avoiding any interpolation, which is a
root-cause for the POD-Interpolation approach.

» Additional learning benefit. The DMD offers, simply said, more information. All the components
are complex valued that provide for example information on the growth and decay rate.

At this point it should come as no surprise, but the sDMD-Scaling significantly outperforms the POD-
Interpolation algorithm. The periodic coefficients can be scaled with relative high accuracy to predict
the dynamics of objective points. Key instances where the sDMD-Scaling algorithm is better than the
POD-Interpolation approach are:

» The fundamental vortex shedding frequency, the key dynamical feature of a von Karman Vortex
Street is accurately predicted.

» The predicted fluctuating flow-field of the sDMD algorithm is physical, it does not disappear at
time instances (i.e. Fig.6.5 (f,j)) unlike the predicted POD-Interpolation flow-field (Fig.5.20 (a,b)).

» The MRE (Fig.6.14) for the sDMD algorithm is significantly lower than the POD algorithm. An
error reduction of = 5 is achieved when using the known scaling relations. An error reduction of
~ 10 is achieved when using self-made scaling relations.

Only the results, from both algorithms, can be compared for the von Karman case. Due to time-
constraint it was decided to research the possibility of discovering and using new scaling relations,
instead of applying the sDMD-Scaling algorithm to the Mixing Layer case. In the next section the po-
tential of the sDMD-Scaling algorithm is analysed.

6.4.2. Potential

So far the sDMD-Scaling algorithm is only tested on 1 application case. If a ranking on the complexity
of application cases would exist, surely a von Karman Vortex Street is near the bottom. Whereas,
reactive flows in combustion chambers (every-day application cases at the Siemens R&D Combustion
department) is at the ceiling of the scale.

For the relative straightforward von Karman Vortex Street it is shown that the POD-Interpolation (and
thus the CPOD-Kriging and KSPOD-Kriging) approach is not able to accurately predict flow-fields for
variations in flow parameters. The proposed sDMD-Scaling algorithm significantly outperforms the
POD-Interpolation algorithm, and most likely the other aforementioned algorithms. Interpolation (i.e.
Kriging) of temporal coefficients is a root-cause and shown to produce inaccurate results.
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However these results are still limited to the von Karman case. Whereas, the vision is to use ML-
algorithms for optimisation studies of critical components with complex flows and complex geometries.
For example, shown in Fig.6.16 (b).

(a) Relative low complexity

(b) Very high complexity [97]

Figure 6.16: Two representative applications cases. The von Karman Vortex street (a) and a reactive flow in a combustion
chamber (b).

A significant limitation of the sDMD-Scaling algorithm is that it needs scaling relations. Complex appli-
cation rarely have known scaling relations and first must be discovered. In this work a methodology is
proposed to discover scaling relations for predictions of flow-fields. In Section 6.3 this methodology is
applied and for the von Karman street a substantial decrease in the MRE is achieved, compared with
the conventional scaling relations. Simultaneously, new challenges presented themselves: 1) only new
relations could be extracted for the mode amplitudes, 2) artificial peaks are introduced in the spectra
and 3) dominant frequencies are suppressed. This algorithm needs to overcome plenty of challenges
before it can ever be implemented on a case as Fig.6.16 (b). Chapter 6 proved that the sDMD-Scaling
has potential and that it outperforms a reportedly spectacular algorithm.

The true extent of the sDMD-Scaling potential is still unknown, since it has only been implemented and
tested on 1 application case. It can safely be stated that the challenge posed by optimisations studies
with complex varying physics and complex varying geometries is extremely high. It remains to be
seen whether the sDMD-Scaling algorithm, or for that matter, any ML algorithm can predict accurate
flow-fields for these complexities.
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6.5. Conclusions Sparse DMD-Scaling

Chapter 6 revolves around the sDMD-Scaling algorithm and intended to describe 4 points. The first
point is regarding the methodology, which is nearly identical to the POD-Interpolation approach. The
key difference is that the prediction is done by scaling the periodic temporal coefficients, instead of
interpolation.

The second point of Chapter 6 provides the results. For this the Von Karman Vortex Street is used, to
test the efficacy of the sDMD-Scaling algorithm. The frequencies of temporal coefficients are scaled
with the Strouhal-Reynolds relation. Whereas, the mode amplitudes are scaled with a relation derived
from the Bernoulli equation. These initial scaling relations proved to be effective as the vortex shedding
behaviour and frequency are accurately predicted. An error reduction of = 5 is achieved compared to
the POD-Interpolation approach and the MRE ranges between 5 — 17%.

Application cases rarely have known scaling relations and thereby limiting the applicability of the sDMD-
Scaling algorithm. In this work a methodology is proposed (which addresses point 3 of Chapter 6) that
enables the discovery of scaling relations for the prediction of flow-fields. This is again tested on the
Von Karman Vortex Street, to determine whether its possible to improve on the aforementioned scal-
ing relations. An incremental error reduction of = 5 is achieved compared to the conventional scaling
relations. Simultaneously, new challenges presented themselves (e.g. artificial peaks) that need to be
overcome before the algorithm can tackle application cases of higher complexity. Regarding speed-up
potential, the computation of the von Karman design space can be performed =~ 5.6 faster with the
CFD-sDMD-Scaling approach than with LES simulations. New design points can be simulated =~ 309
faster with the trained sDMD-Algorithm than with a LES simulation.

Lastly, the main goal of Chapter 6 is to provide a verdict on the CFD and sDMD-Scaling combination.
Shown in this chapter is that it is possible to combine CFD and a ML algorithm to accurately predict
flow-fields and simultaneously meet the goals of this thesis (see Section 1.2). But the true potential
of the proposed sDMD-Scaling algorithm is still to a large degree unknown, as it is only tested on 1
canonical test case. Future work is required to determine the extent of the potential.






Conclusions and recommendations

In this work, the combination of CFD simulations and Machine Learning (ML) algorithms is researched
to simultaneously: 1) reduce computational cost and time, 2) retain physical insight by focusing on the
prediction of flow-fields and 3) keep the ability to access information or to make adjustments. Chapter
7 provides the main conclusions based on the results, answers the research questions and provides
recommendations for future work.

7.1. Conclusions

In Chapter 1, multiple research questions were posed that have guided the development of this project.
The governing research question of this project is:

» Can ML-algorithms be combined with CFD simulations in such a way that they reduce the overall
computational cost and time of the exploration of a design space? The product of interest are the
full flow-fields for every explored design point.

Before this governing research question is addressed, each upcoming subsection is dedicated to a
separate research question. Furthermore, an additional subsection is dedicated to a conclusion that
was drawn throughout this work, but never was included in the original research questions.

7.1.1. Machine Learning algorithms
o What ML-algorithms are suited for this goal?

One of the key results of the literature study (Chapter 3) is the identification, listing and judging of
19 potential ML-algorithms. Algorithms based on a type of Neural Network show promise but require
excessive amounts of training data. Regression algorithms are sparse and did not show significant
promise. The most suitable algorithm is chosen with the help from 4 criteria, that is the CPOD-Kriging
algorithm. In studied literature it reportedly provided very high speed-up times, good accuracy, addi-
tional learning benefit and is relative simple. This work simplified this algorithm and it is referred to as
the POD-Interpolation algorithm. This simplification is valid because: 1) no geometrical parameters are
varied and thus no data from different meshes are used, 2) the Kriging algorithm reduces to a standard
linear interpolation method when interpolating between two points.

Prediction of flow-fields using the POD-Interpolation algorithm

The POD-Interpolation algorithm (described in Chapter 5) is applied on 2 test cases: a Von Karman
Vortex Street and Mixing Layer. The design parameters for the test cases are respectively the mass
flow and velocity at the inlet. From these test cases, it can be concluded that the POD-Interpolation
algorithm is unable to predict physically accurate flow-fields. Small variations in the design parameter
results in very high MRE’s of +95%. Key instances of where this approach fails are: 1) the inability
to predict the fundamental frequency, 2) the disappearing of flow-fields, 3) failure to accurately predict
vorticity dynamics and 4) failure to accurately predict the downstream wake.
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Two root-causes are identified, the first is an invalid assumption. The approach assumes a common set
of spatial modes, thus all spatial modes over the design space should be (nearly) identical. This work
shows that this assumption is invalid for varying flow parameters. This failed assumption complicates
the flow-field reconstruction aspect, since it is unclear on which set of spatial modes to impose the
newly obtained temporal coefficients on. Furthermore, varying spatial modes over the design space
indicates that modes from different training points capture different physics from the flow-field. This is
problematic because these modes that describe different physics are interpolated to predict flow-fields
at objective points.

The second root-cause stems from interpolation of the temporal coefficients. Interpolation in the time
and frequency domain results in inaccurate new temporal coefficients due to phase and frequency
differences between coefficient signals. Constructive and destructive interference results in new co-
efficient signals that exhibit nonphysical behaviour. With interpolation it is impossible to predict new
dominant frequencies, because it merely projects the dominant frequencies of the training cases with
lower amplitude.

Prediction of flow-fields using the sDMD-Scaling algorithm

With the inability of the POD-Interpolation approach to predict physical accurate flow-fields, the pro-
posed algorithm sDMD-Scaling algorithm is implemented (described in Chapter 6). This method relies
on accurate scaling relations to predict flow-fields. The Von Karman Vortex Street case lends itself
for scaling, due to the availability of the Strouhal-Reynolds relation. The sDMD-Scaling algorithm pre-
dicted relative accurate flow-fields and, more importantly, did not exhibit any inaccurate behaviour.
The vortex shedding frequency and important harmonics are accurately predicted. The MRE of the
predicted flow-fields is predominantly below 10%, for 3 objective points that ranged between 10 —17%.
Using the sDMD-Scaling algorithm, an error reduction of = 5 is achieved when compared to the POD-
Interpolation approach.

Application cases have rarely known scaling relations. The sDMD-Scaling algorithm provides a poten-
tial route to: 1) provide additional learning benefit, and 2) predict flow-fields by discovering and using
new scaling relations. Patterns or scaling relations can become visible when visualising the modes
over the design space. Subsequently, possible patterns can be extracted with algorithms (e.g. interpo-
lation, NN, regression). This approach is implemented on the Von Karman case to determine whether
the prediction of the flow-fields can be improved, with respect to the conventional scaling relations.
With partially self-made scaling relations an error reduction of ~ 10 is achieved when compared to the
POD-Interpolation approach. The prediction of the fluctuating flow-field rarely exceeds a MRE 7%. As a
concluding remark, afterimplementation and analysis of 2 algorithms, only the proposed sDMD-Scaling
algorithm has proven its worth for predicting flow-fields.

7.1.2. Assumptions

o When making assumptions, what are the physical implications?
Five governing assumptions are made throughout the process of predicting flow-fields.

1. Quasi 2-D CFD. This results in an unrealistic smooth flow-field compared to its 3-D counterpart.

2. Separation of variables. Both the Snapshot-POD and the sDMD algorithms separate space
and time which result in spatial only modes. Turbulence is a spatial-temporal phenomena and
this raises doubts on the validity of a spatial-only approach.

3. Common set of spatial modes. This work shows that no common set of spatial modes exists for
both the POD-Interpolation and sDMD-Scaling approach. This invalid assumption complicates
flow-field prediction and reconstruction.

4. Modulation of components. The thesis relies on the assumption that it is possible to predict
flow-fields by modulating the temporal coefficients and mode amplitudes. Strictly speaking, this
is incorrect since modes vary over the design space.

5. Scaling of modes. Singular scaling factors are imposed on all temporal coefficients and mode
amplitudes. In Section 6.3 this assumption is shown to be invalid since scaling factors change
for different modes. This faulty assumption is partially mitigated with self-made scaling relations.

More assumptions were made (e.g. incompressible flows) but these were off less importance.
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7.1.3. Potential speed-up times
o What speed-up times can theoretically be achieved?

Only the CFD-sDMD-Scaling approach allows for a speed-up time comparison since it is capable of
predicting flow-fields. The computational time is compared of the exploration of the Von Karman design
space with an CFD and CFD-sDMD-Scaling approach. A speed-up factor of = 5.6 is achieved for this
specific case. New design points (within the confines of the design space) can be computed ~ 309
faster with the trained sDMD-Scaling algorithm than with a LES simulation.

7.1.4. Accuracy losses
o What is the magnitude of the accuracy losses adjoint to this approach?

The POD-Interpolation approach fails to predict physical flow-fields and results in a very high MRE,
+95% (Fig.5.12), for small deviations in the flow parameter. The sDMD-Scaling algorithm significantly
improves in this regard and never exceeds 17%. With self-made scaling relations the MRE is for 10
out of 11 objective points below 7%.

7.1.5. Limitations

* What are the limitations of the CFD and ML combination and can they be overcome?

The POD-Interpolation (but with high likelihood also the CPOD-Kriging and the KSPOD-Kriging) fails
to predict accurate flow-field for varying flow parameters. These methods are inherently flawed since
interpolation produces inaccurate results due to constructive and destructive inference. This is a fun-
damental problem in signal analysis and physics, no realistic solutions were found to overcome this.

The sDMD-Scaling has shown potential but its prediction capabilities is constrained by the range and
quality of the scaling relations. More work must be performed on discovering and using self-made
relations to determine the extend of this limitation.

7.1.6. Error quantification
This additional subsection is dedicated to a conclusion that was drawn throughout the development of
this work, but never was included in the original research questions. The question is defined as follows:

* How can differences between CFD results and approximated CFD-ML results be compared and
quantified?

When comparing 2 flow-fields with phase differences it is not possible to use a single (all-encompassing)
error quantification method, because it simply does not exist. Multiple methods need to be combined
to objectively determine the quality of the predicted flow-field. This work used the following qualitative
and quantitative methods:

1. Visual inspection. Quickly gives a global understanding of the predicted flow-field quality.

2. Figures of interest. Local representative information probes are distributed throughout the do-
main. These determine how accurately the CFD and ML combination is able to predict the dy-
namics of the exact CFD result. Typical examples are temporal pressure and spectra figures.

3. Error quantification. Using a MRE (Eq.D.1) and RMS (Eq.D.2) method to quantify the discrep-
ancies.

A significant portion of this research is dedicated to the CPOD-Kriging derived framework, that report-
edly provided spectacular results. After close examination, it became obvious that the researchers
postulating the CPOD-Kriging and KSPOD-Kriging algorithm, creatively used different error quantifica-
tion methods to partially hide the discrepancies and boost their results.
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7.1.7. Main conclusion

» Can ML-algorithms be combined with CFD simulations in such a way that they reduce the overall
computational cost and time of the exploration of a design space? The product of interest is the
full flow-fields for every explored design point.

This thesis proved that for the Von Karman Vortex Street design space it is possible combine to CFD
and Machine Learning to:

1. Reduce computational cost and time. The exploration of the design space is performed =~ 5.6
times faster using the CFD-sDMD-Scaling approach than with conventional LES simulations.

2. Retain physical insight. By being able to predict relative accurate flow-fields, the MRE never
exceeds 17% and with self-made scaling relations rarely exceeds 7%

3. Access information. Due to the significant dimension reduction of the computed data, it be-
comes tractable to store, modulate and access information.

4. Make quick adjustments. New objective points are computed within approximately 35 seconds,
thus = 309 times faster with the trained sDMD-Scaling algorithm than with a LES simulation.

Simultaneously, a critical remark is appropriate. The sDMD-Scaling algorithm proved to be successful
for a canonical fluid dynamic test case. But given the difficulties and efforts that went into this rela-
tive straightforward case, it is difficult to foresee any large-scale implementation of any CFD and ML
combination for predicting flow-fields.
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7.2. Recommendations

In this last section, the recommendations for future work are given. Section 7.2.1 is directed towards the
purpose of predicting flow-fields by combining CFD and Machine Learning. Subsection 7.2.2 provides
a wider discussion on combining CFD and Machine Learning algorithms for other prediction purposes.

7.2.1. Future work
The following recommendations are made regarding future work.

» Extending the sDMD-Scaling. In this thesis, the proposed sDMD-Scaling has shown enough
potential with the relatively accurate predicted flow-fields that it warrants extra attention. A signif-
icant limitation is the need for the scaling relation that most applications cases do not have. More
work must be performed to truly determine whether it is possible to discover scaling relations for
complex application cases.

» Parameterized Reduced-Order Models. According to the author pPROMs that employ different
manifold interpolation techniques are the only category of algorithms that require extra attention.
pROMs articles tend to be very mathematical and no superior pPROM has emerged yet, but these
algorithms are designed for a similar purpose to the goal of this thesis. These algorithms might
lead to new insights and possible solutions.

» Varying geometrical design parameters. During this thesis, the decision was made to focus
on varying flow parameters (i.e. mass-flow, velocity) to avoid the challenges posed by varying
geometrical parameters. Future work must include overcoming these challenges. The interested
reader is directed towards the articles proposed by Mak et al. [88] and Bhatnagar et al. [14] as
these articles can provide possible solutions.

* Programming language of software. The current code (i.e. MatLab) needs to be converted to
either Python or something equivalent. These software packages are more suitable in handling
large quantities of data and complex meshes, potentially reducing computational cost and time.

Prioritise learning by removing constraints. There is a direct need to reduce the computational
cost and time for optimisation studies that involve numerous LES simulations. By attempting to
overcome this, you commit to significantly reducing the number of LES simulations and indirectly
constrain yourself to a few potential ML algorithms.

Change the priority to learning and remove the limit on training data by possibly: 1) accepting
large computational cost and time, or 2) switching to RANS or URANS based optimisation studies.
This way, different types of ML-algorithms can relatively quickly be tested. Aside from the direct
results, the user or company becomes increasingly familiar with the potential and limits of Machine
Learning. Moreover, with the increased knowledge, different use-cases become obvious and
create value for their respective goal.

Machine Learning in general, provides an almost naive approach to solving or learning about very
complex physical problems. Machine learning has the potential to really augment the current CFD
packages. Therefore, the author would like to encourage Siemens and others to keep researching the
potential of these algorithms.

7.2.2. Discussion on CFD and Machine Learning

Following up on the previous recommendations is a discussion on the added value of combining CFD
and ML, but not towards the prediction of flow-fields. This discussion is based on a year-long research
into the niche field of combining CFD and ML. The intention of this is to provide a critical and thought-
provoking discussion to (possibly) steer future work.
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Computing flow-fields is generally complicated. For the foreseeable future, any CFD and ML combi-
nation is still too underdeveloped to be competitive with current CFD simulations. This statement is
based on the following 2 factors.

1. Complexity of relevant application cases. This thesis intended to test ML-algorithms on typical
Siemens application cases (e.g. mixing of fuel and air, reactive flows). The complexity of these
cases are however extremely high. To showcase: 1) the physics behind these cases are not
always understood, 2) the CFD for these cases remains a challenge, and 3) the validation with
experimental measurements do not always match. This thesis shows that even relative straight-
forward cases are not trivial to predict with ML. A significant amount of work needs to be done
before it can be implemented to complex cases.

2. Nonlinearity of the physics. Flow-fields and flow phenomena can react very strongly to small
variations in design parameters. Capturing complex nonlinear physics requires more than alinear
approach (i.e. POD or DMD). Moreover, overcoming the challenges posed by different meshes
from geometrical parameter variations are going to be challenging.

The complexity of computing flow-fields will hardly change in the future, ML-algorithms might become
sophisticated enough that they are able to accurately predict flow-fields. However, according to the
author there are more suited goals on short- and long-term basis where ML can contribute to.

» Objective-oriented optimisation. Instead of focusing on predicting flow-fields, ML can predict
quantities of interest in a design space. For example, a ML-algorithm that predicts the mixedness
of fuel and air for different fuel nozzle configurations. When the "best design” is identified, using
the algorithm, it can be validated with a LES simulation. Whether this can be competitive against
the current algorithms (e.g. SHERPA, GA) remains to be seen.

» Flow control. This field largely revolves around identifying flow regimes or instabilities. Identi-
fication and classification are key strong points of ML. Real-time flow control is still a vision and
not a reality, this is however a route worth pursuing. Flow control is discussed in Section 3.2.

+ Identification of hidden physics. Its added value is possibly best described with a classic anal-
ogy. Sir Isaac Newton (i.e. ML-algorithm) postulated the law of gravity due to a falling apple (i.e.
large data-sets). ML-algorithm enable the identification of complex physics that are not obvious
for researchers.

» Turbulence modelling. By leveraging the data from DNS and experiments to build data-driven
closure models. Research on this front is ongoing but already performance gains are achieved
over competing state-of-the-art methods [77].



Concluding remark

Machine Learning is a promising field that can supplement the current computational tools
and engineers. But a transformation (as the hype sometimes suggests) of the current work-
ing principles is difficult to imagine in the foreseeable future.

Augmenting rather than replacing is the way forward.
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A.1. Reynolds-Averaged Navier-Stokes

Engineers are typically interested in knowing a few governing flow quantities, for example the average
force on a object, flow velocity or the amount of substance that has mixed [45]. RANS is computationally
significantly less demanding than a LES, and is able to deliver these average properties with reasonable
accuracy [45]. Its efficiency (accuracy versus computational cost) is the primary reason why RANS is
the most used method to solve the NS equations. The RANS approach to fluctuating components such
as turbulence is that all the unsteadiness of the flow is averaged out. Figure A.1 properly depicts this,
all the fluctuating parts are averaged out over an appropriate time interval (T)
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Figure A.1: Temporal development of a turbulent flow field. Obtained from the work of Durst et al. [41]

If the flow is unsteady, time averaging is not adequate and must be replaced by ensemble averaging.
Ensemble averaging is similar in its approach and the number of members of the ensemble must be
large enough to average out the effects of fluctuations [158]. For more information on the different
available averaging methods the reader is directed towards the work of Ferziger [45] or Wilcox [158].
Depicted in FigA.1 are different components of a fluid quantity, every fluid quantity can be written as
the sum of a time-averaged part (c;(x;)) and a fluctuating part (c}(xi, t)). To obtain an averaged value
an appropriate time interval, (T'), must be chosen for which it can be integrated:

T
1
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With this the RANS equations can be derived with the Eq. 2.1 and Eq. 2.2.
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Figure A.2, obtained from the work of Schwarze [129], graphically depicts a RANS solution for an
idealised turbulent jet. Unlike Fig. A.2 (a) which depicts a chaotic turbulent flow, Fig. A.2 (b) depicts
the computed RANS averaged, smooth and orderly "turbulent” flow.

(a) Actual turbulent flow (b) Computed turbulent flow

Figure A.2: Comparison between the actual turbulent flow and the approximation computed by a RANS CFD solver. Obtained
from the work of Durst [41].

The last pressing topic within the RANS framework is how to model the turbulent stress tensor (4c;cj),
known as the Reynolds stress tensor ( Eq.A.2). This additional term arises from Reynolds-averaging
[158] the non-linear convective term from the NS-equation (Eq.2.4). The tensor is symmetric and has
six independent and unknown components. To be able to solve the RANS-equations, the system of
equations needs to be closed and additional equations need to be found to solve for all the unknowns.

The closing of (p?c;-), seen in Eq.A.2 is typically referred to as the Reynolds closure problem.

To be able to close and thus solve the RANS-equations, turbulence models are used. The function of a
turbulence model is to come up with approximations for the unknown components using the known flow
properties at that point [158]. For the sake of brevity, turbulence models are not extensively discussed
in this document and the interested reader is directed towards [45, 103, 158]. The three most used
turbulence models in RANS are k — ¢, k — w and the hybrid Shear Stress Transport (SST) k —w model.
They are roughly summarised as follows.

» The k — € is applicable to many turbulent flow problems [103] but has difficulties describing shear
stresses and boundary layers near a wall.

* The k—w is significantly better in accurately solving boundary layers even under adverse pressure
gradients. The biggest disadvantage of the k — w is that it is extremely sensitive to inlet boundary
conditions for internal flows [139].

» The hybrid SST model blends the advantages of two aforementioned turbulence models but
against increased computational cost [139].

For all RANS computations, performed during this thesis, the k — e model was used. The predominant
reason for this is because RANS is used as an initialisation tool for the subsequent high-fidelity CFD
solver, towards this purpose k — € is deemed adequate enough.
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This chapter provides additional information regarding the Design of Experiments and Machine Learn-
ing. Furthermore, 2 additional Modal Decomposition Methods are described.

B.1. Design of Experiments

In Chapter1.2 the concepts of multi-dimensional design spaces, exploration of a design space and
design points have been briefly discussed. Furthermore, it was stated in Chapter 1.2 that statistical
algorithms are used to minimise the number of design points but simultaneously provide the best pos-
sible representation of the multi-dimensional design space. This is especially important for optimisation
studies where every design point represents a computationally expensive CFD simulation. This statis-
tical algorithm refers to a Design of Experiments (DoE) method and its underlying working principle. A
DoE allows the user to efficiently explore a design space and understand the impact of design param-
eter variations on the output. A DoE approach is significantly quicker in understanding a process than
for example a One-Variable-at-a-Time approach, which is moreover heavily dependant on guesswork,
luck, experience and intuition for its success [4]. Since the first proposal of a DoE method by R.Fisher
[47]in 1935, the DoE approach has become a well-established tool which aids in optimisation studies,
robust design- and sensitivity analysis. Regarding its implementation, a DoE method is commonly the
first step in a optimisation study and used to guide the choice of the design points. Subsequently, other
optimisation methods (e.g. response-surface models, multi-objective pareto front) follow the DoE and
making use of the gathered data at the chosen design points. The need for a DoE method can be best
emphasised with the help of an example, similar to the Example 1 seen in Chapter 1 but with added
details.

Example 2

The design of fuel-air nozzles for a new combustion chamber have to be optimised, an
optimised design results in lower emissions due to better mixing between the fuel and air.
Suppose, every fuel nozzle has three arbitrary design parameters (r). Each design param-
eter can account for 10 different values (n). With the help of statistics Eq.B.1 provides us
with the amount of permutations. Permutations are nearly identical to combinations, but
differs by having an additional constraint which states that the order of the variables must
be preserved.

n! 10!

Permutations = =7 = 10 =3)!

=720 (B.1)

Three design parameters, each which accounts for 10 different values, results in 720 permu-
tations. This would imply if no DoE is used, the full 720 design points have to be computed
via CFD simulations. Needless to say, to simulate all these points is intractable, highly in-
efficient and therefore DoE methods are implemented in optimisation studies. Depending
on which DoE method is used the number of the simulations can be significantly reduced
[26]. As an initial estimate for the number of simulations, a rule of thumb [58, 87] can be
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used when implementing a DoE. The rule of thumb suggests it is sufficient to run 10 simula-
tions per design parameter. This is relative sparse sampling but for the example above this
implies that it theoretically possible to obtain the same order of exploration with 30 CFD sim-
ulations as the full 720. This is however a theoretical and idealised example but it illustrates
the strength of DoE methods.

The DoE approach is well-established and at the present-day many different types of DoE exist which
are described throughout literature [4, 26]. The approaches differ in their algorithms and how well
they represent a design space for a limited number of design points. The full factorial methods are
among the most commonly used experimental design methods, [4]. This method consist of all possible
combinations of levels for all factors where the number of levels n describe the amount of values per
parameter, which are investigated. The number of inputs is defined as r, from this the total number of
experiments/simulations is determined as n". The advantage of full factorial designs is that they make
efficient use of data and do not confound the effects of parameters, so that it is possible to evaluate the
main and the interaction effects clearly. The disadvantage is that the number of the required experiment
rises exponentially, becoming quickly too large for use.

B.2. A brief history of Machine Learning

To write on the history ML is somewhat premature since it has really been around for a few decades
and its widespread implementation even shorter. To trace back the birth of ML is contested, one can go
back to the fundamental mathematical works of Bayes[9], Legendre[81] and Markov[91]. For example,
Legendre proposed the first and the most simple type of ML which is a linear regression through the
least-squares approach [81]. Others suggest to trace it back to the birth of computers, where the first-
ever electro-mechanical binary programmable computer was created by Konrad Zuse in 1938 [172].
However, the first "real” notion of ML was postulated by the neurophysiologist Warren McCulloch and
the mathematician Walter Pitts who wrote a paper [95] on neurons and recreated their function with an
electrical circuit. With this paper and electrical circuit the first Neural Network (NN) was born and seen
by many as the birth of ML [30]. A few years later (1950), the theory was put into practice, because of
advances in computational hardware and software and it became possible to simulate a hypothetical
NN [140]. In 1960 the first neural network, which goes by the name of MADALINE [156], was applied
to a real world problem. MADALINE basically acts as a filter which eliminates echoes on phone lines
and is currently still in use [140]. Around the same time, the Peceptron algorithm [122] was invented by
F.Rosenblatt which can be seen as the first ML classification algorithm which approximates an output
based on a linear function with a set of weights. Fast forward a few years, in 1969 M.Minsky (founder of
the MIT Al lab) and S.Papert ushered in the Al Winter by publishing a book [96] which expressed their
scepticism in the form of thorough analysis of the limitations of Peceptrons. Followed by the Lighthill
report [101] report in 1973 which gave a very sceptic diagnosis of many core aspects of ML.

The Lighthill and Peceptrons report deflated the expectations and hype which resulted in the almost
complete stop of work involving ML during 1970 and 1996. The ML enthusiasm was reinvigorated in
1997 when a computer (called DeepBlue) running ML algorithms beat the world champion G.Kasparov
in a game of chess. This can be seen as the first point-in-time where ML outperforms a very skilled
human in a complex activity. In 2006 again a boost was giving to the ML field with the introduction of
Deep Learning (typically referred to as a Deep Neural Network (DNN)), by Hinton et al. [59]. Hinton
transformed the ML field in a sense that today its being implemented by the biggest companies and
currently considered the most important and promising ML algorithm [30, 42]. With the introduction of
a DNN the (very) brief historical overview of ML is finished. This section purpose is to add a historical
perspective on the field of ML.

Current impact of Machine Learning

The potential annual impact of ML algorithms is estimated by McKinsey [30] between $9.5 and $15.4
trillion in the global economy. McKinsey [30] states that the potential value of merely Deep Learning
algorithms in the industry, aerospace and defence, with the smallest potential value could enable the
annual creation equivalent to the GDP of Lebanon. International Data Corporation (IDC) [63] predicts
that that in four years (2018-2022) the spending on cognitive and artificial intelligence (Al) systems,
both heavily rely on ML-algorithms, will reach $77.6 billion which is an increase of 323%.
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B.3. Additional Modal Decomposition Methods

This section provides the brief description of 2 MDM. These MDM were at one point considered to be
used in combination with an interpolation technique.

Spectral POD

In this section the frequency domain form of the POD is described, otherwise called the Spectral POD
(SPOD). This approach is similar to the classical POD proposed by Lumley, but is different in the
sense that it involves decomposition of the cross-spectral density tensor. The fundamental difference
between the space-only form and the spectral form is that both methods identify coherent structures
but the SPOD modes evolve coherently in space and time, [148]. This implies that the SPOD method
is better suited for identifying spatio-temporal coherent structures. This is a reason why also the SPOD
method has been applied to a variety of fluid problems including boundary layers [149], mixing layers
[17, 39] and the flow around an airfoil [1].

Regarding mathematics, obtaining modes depended both on space and time is now accomplished by
defining a stochastic ensemble to consist of a collection of realisations of the time-dependent flow.
For example, different runs of the same experiments are considered to be realisations of a stochastic
proces. Similar to the two previous approaches, a quantity 1 needs to be maximised which is defined

as
B0, %, D))
A= TR D, 606 D)at B.2)
and leads to the spectral eigenvalue problem
fff (o', WYX, F)dx' = AGF I, f) (B.3)
space

This method starts to diverge from the previous methods with the preceding equation. Where normally
there was a correlation tensor R now there is a cross-spectral density tensor S, which defined as the
Fourier transform pair of the R tensor. The tensor S is nuclear' and the SPOD modes are its principal
components. The Fourier modes of each flow is now optimally reconstructed as

(o)

A = ) (W) (B.4)

J

Only the most vital equations are given for this methods due to the complex derivation. For the in-
terested reader, see the full derivation of these equations in Appendix A [148]. The SPOD modes
each oscillate at a single frequency and optimally represents the second order space-time flow statis-
tics. In contrast to space-only POD modes, which lose any concept of temporal ordering thus the
time-dependent evolution of the flow has zero impact on the definition on the POD modes [109, 148].
Another way of expressing this, is that a POD mode describing a part of a flow is not necessarily cor-
related with the part of the flow described by the same POD mode at a later time. The weakness of
the space-only POD approach is the strength of the SPOD approach. Thus there are clear benefits
in using a SPOD method, however there are also some drawbacks. The SPOD method is more com-
plex because it requires Fourier transforms with all of its inherent complexities. Secondly, with the
implementation, techniques for computing SPOD modes are not properly documented and available.

sl = Yk=10k(S), where oy is defined as the largest singular value of a tensor[167]
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Balanced Proper Orthogonal decomposition

The balanced POD (BPOD) is not included in the previous section since it is combination between the
balanced truncation and the snapshot POD method. As the BPOD is a method for reduced order mod-
elling for linear dynamical systems and only recently seen an expansion to nonlinear systems[7, 78]
this method is described briefly. This method is however included for the reason that it shows great
promise [64, 123, 130] compared to POD method and is currently extensively researched. Part of the
motivation behind the BPOD method is that it tries to improve on the limitations of the aforementioned
POD method. POD modes are very effective (indeed optimal) in approximating a given data-set, they
are not necessarily the best modes for describing the governing dynamics which generate that data-
set. Sometimes low-order modes maybe critical for the dynamics, for example fluid problems in which
acoustic resonances occur. Due to their low variance, these modes will be truncated and therefore im-
portant information is lost. The BPOD counters this problem by having two types of modes, balancing
and adjoint modes, which have to be balanced. Two paragraphs below this be further discussed.

The POD aspect is introduced in the BPOD method because the balanced truncation by itself is com-
putationally intractable. As an example, assume their are n = 10° DoF/Grid Points. Due to the
Gramians?, it requires close to 3.6 terabytes of storage memory [124]. Therefore, the POD method
is required to provide an approximation to the balanced truncation method and making it tractable for
high-dimensional systems. The balanced truncation method was first proposed by Moore [98] and has
become a standard method in the Control Theory field. The BPOD unsurprisingly has many similarities
with a POD method, both produce a set of modes which describe coherent structures in a flow. Also
the computations are in many regards similar.

The BPOD is a modal decomposition method which extracts two sets of modes referred to as the
balancing and adjoint modes. The two set of modes are ranked by two properties, controllability and
observability. Terms which originally stem from the field of Control Theory. The most controllable
state represents the most easily exited input, whereas the most observable state represent the largest
corresponding excited output. The dimension reduction is again achieved by reducing the original
problem down to the the most important, thus the most controllable and observable, modes. The
difficulty is that for non-normal® systems the balancing between the two is complex since either they
have high controllability or vice versa. Balancing involves appropriately choosing a coordinate system
in which the controllability and observability align. For both the POD and the BPOD a fluid flow can be

reconstructed as
n

a0 = Y 40 (8:5)

J=1

where ¢; are the balancing and adjoing modes. For POD the modes are orthonormal whereas for BPOD
the modes are biorthogonal which means they satisfy (¢, ) = o} through which a; is determined
by a;(t) = (q,¥;). The mathematics behind the BPOD is kept intenationally very brief, the interested
reader is directed towards the work of Rowley [123]. The last thing which remains to be explored is the
strength and weakness of the BPOD methods. The summation of both are provided in the lists below.

Strengths:
» By having two types of modes, it adds a control parameter which results in better truncation of
the governing dynamics.
» The balanced POD excels in capturing the dynamics of non-normal systems. The BPOD is able to
capture small energy fluctuations which are highly observable and can be retained when desired.
» Due to its strong ties with the field Control Theory this method is suitable for flow and feedback

control [124, 145].
Weaknesses:

» The method has been mostly applied to linear dynamics such as linearized NS problems. Various
extensions are started to appear for nonlinear dynamics [7, 78].

» BPOD is impossible to perform with experimental measurements due the lack of adjoint simula-
tions. Again, variations exist on the BPOD method which makes this possible.

2Gramians are are n x n symmetric matrices
3A non-normal system is the case for many shear-flows
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C.1. CFD Physics settings

The following StarCCM+ settings are used for the computation of the Vortex Street and the Mixing
Layer.

Table C.1: Physics models for both the von Karman Vortex Street and Mixing Layer

Physics models

« All y+ Wall Treatment » Segregated fluid enthalpy * Non-Reacting
» Exact Wall Distance * Segregated flow * Incompressible
* Proximity interpolation * Three dimensional * Turbulent

* Gradients * Ideal gas: air * LES: WALE

C.2. Pope and CFL criteria

This section provides the mesh, Pope and CFL number figures for the Von Karman Street and Mixing
Layer. Represented below are the Pope and CFL number for design point 1 (see Table 4.3).

Figure C.1: Cross-section mesh for the Von Karman Vortex Street
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e

Pope
IVU( 0.0000 0.20000 0.40000 0.60000 0.80000 1.0000

Figure C.2: Pope for the base-case of the V.Karman Street.

Convective Courant Number
IYL)( 0.0000 0.14000 0.28000 0.42000 0.56000 0.70000

Figure C.3: CFL for the base-case of the V.Karman Street.
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Represented below are the Mesh, Pope and CFL number for the mixing layer for design point 4 (see
Table 4.6).

Figure C.4: Cross-section mesh for the Mixing Layer

Pope
iVU( 0.0000 0.040000 0.080000 0.12000 0.16000 0.20000

Solution Time 0.25 (s)

Figure C.5: Pope for the base-case of the Mixing Lyaer

Convective Courant Number
ivL.x 0.0000 0.14000 0.28000 0.42000 0.56000 0.70000

Figure C.6: CFL for the base-case of the Mixing layer
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C.3. Mesh study Mixing Layer

A minor mesh study is performed for the Mixing Layer application case. Three different meshes are
compared against experimental data.

» Coarse mesh: included a total cell count of 53666.
» Medium-fine mesh: included a total cell count of 83634.
* Fine mesh: included a total cell count of 122456.

No large differences between the meshes can be seen from Fig.C.7. Therefore, the most coarse mesh
is used during this project. These figures are computed in a relative early stage in this research where
not a strong emphasis was put on obtaining publication quality graphs. Unfortunately, these figures
can not be reworked due to the deletion of the data.
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Figure C.7: Velocity profiles for 3 different meshes
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D.1. Probe points
This section provides 2 additional figures. The first is for the definition of the probe points. The second
is for the definition of 3 different domains within the geometry.

X (mm)

Figure D.1: 5 probe points indicated by the red dots, in the Von Karman domain

Table D.1: Probe points exact position in the Von Karman domain

PP X (mm) Y (mm)

1 47,9 0,3
2 50,3 0,3
3 55,1 0,3
4 70,1 0,3
5 90,5 0,3

The red rectangle highlights the inlet domain. The green rectangle highlights the cylinder domain and
the purple rectangle highlights the outlet domain.

0 10 20 30 40 50 60 70 80 90 100
X (mm)

Figure D.2: Different defined domains within the Von Karman geometry
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This page provides information on the probe points inside the Mixing Layer domain.
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Figure D.3: 5 probe points indicated by the red dots, in the Mixing Layer domain

Table D.2: Probe points exact position in the Mixing Layer domain

P X(mm) Y (mm)

P

1 0,61 -0,36
2 49,60 +0,47
3 200,90 +0,29
4

5

649,30 +0,02
946,30 -0,23
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D.2. Error quantification

The following section is written on the topic of error quantification. As stated in Chapter 1.2, the product
of exploring a design space is that at every design point its transient flow-field is obtained, be that via
high-fidelity CFD simulations or a ML approach. Since the flow-field is the product, it allows the user
to perform the first qualitative error quantification. Visual inspection by itself is not enough to judge the
overall quality of an ML approach, however it does lend itself to quickly identifying problem areas or
approximation failures. To emphasise this point, Fig. D.4 is given which depicts a high-fidelity CFD
simulation and an emulation result obtained with a ML approach.

- sHEE] | | | e
n p.kaIm™ o0 350 B350 750 950

| High fidelity CFD results

> 4®

«
)

Figure D.4: Comparison between results obtained via high-fidelity CFD and an approximation, also referred to as an emulation,
obtained via CFD-ML approach. The flow-field is from left to right.

In Fig.D.4 problem areas can quickly be identified, in which the result obtained from ML fails to approx-
imate the exact CFD simulation. Unsurprisingly, the ML approach struggles in the heavily turbulent
areas such as the downstream wake. Visual inspection allows the user to quickly judge the approxi-
mation but to supplement visual inspection other methods must be used which quantifies the quality of
the approximation. The complexity of the error quantification topic lies not in the lack of methods but
in the lack of one method which is all-encompassing and which can describe the quality of a ML ap-
proximation in one scalar value. For this reason, throughout this document two different types of error
quantification are used to compliment each other. The first method is a Mean-Residual-Error (MRE)
which is defined as [88]
[1E@& t;8) — (&, t;5) |dx
MRE(t;S) = >

[1E@&, t;S)|dx ’ (D.1)
S

where S denotes the chosen spatial domain and the ¢(¢; S) represents the exact CFD flow-field and
5(t; S) the approximation. Equation D.1 is written in its continuous form, its discrete form replaces
the integrals with a summation (}}) over the spatial coordinates. If a scalar MRE value is desired, the
temporal MRE values are averaged over time.



102 D. Appendices - Chapter 5

The second method is known as a Root-Mean-Square (RMS) error and is formulated as

T
RMS(%;S) = % f (ER@ 6 S) — (% t;5))? dt. (D.2)

The RMS error is relatively similar to a MRE, however the RMS error highlights the areas where the
approximation fails and suppresses the areas of decent approximation which is achieved by squaring
the deviation. Equation D.1 and D.2 are both expressed in their temporal form, however regularly are
these equations computed in the frequency domain. This is to obtain an error quantification at a certain
frequency of interest. With the two types of error quantification discussed, lets introduce the overall
used guideline on how to asses the quality of a CFD-ML approach. The guideline uses qualitative and
quantitative methods to asses the approximation which are described by the following steps.

1. Visual inspection of temporal flow-field. This quickly gives a global understanding of the approx-
imation quality.

2. Fluctuations figures, from the time and frequency domain, provide an additional quantitative
method. Local representative information probes are distributed throughout the regions of in-
terests. These allow the user to determine how adequately the CFD-ML approach is able to
predict the dynamics (fluctuations) of the exact CFD result.

3. Error quantification compresses all the spatial and temporal information from the deviation be-
tween the CFD-ML approximation and the exact CFD result in a scalar value. The used methods
for the error quantification are MRE (Eq.D.1) and RMS (Eq.D.2) value.
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