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Abstract

Modelling the neutron transport of a nuclear reactor is a very computationally demanding task
that requires a large number of degrees of freedom to accurately capture all of the physics. For a
complete reactor picture, other physics must be incorporated, through coupling, further exacer-
bating the computational demand. Computational modelling has many benefits: optimisation,
real-time analysis, and safety analysis are some of the more important ones. However, nu-
clear modelling has yet to capitalise on these, and existing approaches are too computationally

demanding.

Machine Learning has seen incredible growth over the last decade, but it has yet to be utilised
within the nuclear modelling community to the same extent. The frameworks available rep-
resent incredibly efficient and optimised code, having been written to run on GPUs and Al
computers. Presented here is a physics-driven neural network that solves neutron transport,

first for the diffusion approximation and then extended to the whole transport problem.

One method that can potentially reduce the computational complexity is Reduced-Order Mod-
elling (ROM), which is a way to define a low-dimensional space in which a high-dimensional
system can be approximated. These established methods can be used with machine learning
methods, potentially reducing computational costs further than either method individually. A

method to utilise autoencoders with a projection-based framework is also presented here.

The structure of a reactor can be broken down, forming a hierarchy which starts with the
reactor core, which is populated by fuel assemblies, which are then populated by fuel rods.
This hierarchy means that materials are repeated within a solution, and many existing methods
do not capitalise on this and instead resolve the entire global domain. This research presents
two ways to utilise this structure with ROM. The first involves combining it with domain
decomposition, producing ROMs for the sub-structures. The second presents a hierarchical
interpolating method, reducing the number of sub-domains within the solution that need to be

resolved.
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Chapter 1

Introduction

1.1 Motivation and Objectives

Modelling neutron transport within a reactor core presents a significant challenge, even with
modern computing technology. The resolution of an entire reactor core, such as the ones cur-
rently in use, is computationally expensive and remains beyond the capabilities of many practi-
tioners. The solution to neutron transport problems lies in the seven-dimensional phase space,
encompassing space, angle, energy, and time, thus further increasing the complexity of the
problem. All discretisations must be detailed enough to accurately capture the physics, which
may include absorption, scattering, and fission, as represented by material cross-sections [1].
Fuel Rods have a highly challenging aspect ratio, resulting in the discretisation requiring many
degrees of freedom to model accurately. For instance, the reactor core of Sizewell B, the UK’s
only active PWR [2], contains 193 fuel assemblies. Each contains 264 fuel rods, measuring 3.9m
in height and 9.5mm in diameter. To simulate this system, 50,952 fuel rods must be modelled
simultaneously. One discretisation of the Westinghouse PWR-900 core with 44 energy groups
required over 1.7 trillion degrees of freedom to be modelled accurately [3, 4]. This combination

of complex geometry and intricate physics is what makes these problems so difficult to solve.

A high-fidelity model capable of capturing the relevant physics and geometry, and solving the
requisite number of dimensions, can require days or even weeks to solve. The time required
for this renders simulations unsuitable for optimisation, safety analysis, and real-time analysis,

thereby limiting the potential applications of computational modelling since its development.
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Nonetheless, utilising the world’s most powerful supercomputers, it is possible to solve problems
on 10° processor cores in 100 minutes [3]. However, such machines are typically accessible
to only a few individuals and require a high level of technical expertise. Therefore, most

practitioners cannot utilise supercomputers for computational modelling.

Machine learning is a subset of computer science that has experienced substantial growth over
the last decade. Algorithms and models that can learn from data without requiring explicit in-
structions have become more accessible due to the rise of computing power. Fluid dynamics has
exhibited the potential of these methods [5], with the most noteworthy advancement being the
use of artificial neural networks, or deep learning, in a broad scope of applications. Despite the
successes in fluid dynamics, there have been minimal demonstrations of deep learning in neutron
transport. The frameworks available for machine learning are typically well-optimised, having
been written for use with multiple Graphic Processor Units (GPUs). Neural networks, there-
fore, can utilise this hardware in a way that traditional code cannot. Typically a neural network
will be data-driven, being trained to approximate the entire system. However, the neural net-
work architecture can use pre-determined weights, without training, to produce a physic-driven
network. These physics-driven networks allow computationally demanding physics problems,

such as neutron transport, to be efficiently run on GPUs.

Reduced order modelling (ROM), also known as Model (order) reduction, is a numerical tech-
nique that has influenced how computational science is performed [6]. It is the process of
reducing the calculations required by reducing the dimensions of a system to a more manage-
able level while retaining the detail of a high-fidelity model (HFM). For instance, a reactor
system with millions of degrees of freedom may take days to simulate; however, ROM can be
applied to the computational modelling to decrease the degrees of freedom to hundreds, thus
allowing simulations to take a fraction of a second. If an entire reactor could be modelled with
all the detail of a HFM, at a fraction of the computational cost, then nuclear modelling can

utilise the previously out-of-reach computational modelling benefits.

Domain decomposition breaks a problem into sub-domains, iterating across the whole domain
until convergence, and the internal structures of nuclear reactors lend themselves to domain
decomposition. A reactor core typically consists of multiple fuel assemblies populated by fuel
rods and control rods. Considering the reactor core as the global domain, the fuel assemblies

can be the sub-domains. Each fuel assembly domain can then have the fuel rods be the sub-

13



domains. Breaking down the structure of a reactor in this way creates a hierarchy of domains
to be resolved. Domain decomposition has seen significant use for problems that can be broken
down this way, mainly due to the advances in modern computing, which allow for the parallel
solving of sub-domains [7]. The reactor structure being so suitable for domain decomposition
means that nuclear modelling should be able to capitalise on these methods, increasing the

benefits associated with computational modelling for the field.

The first objective of this thesis is to produce a physics-driven neural network for the forward
neutron transport model, implementing traditional numerical schemes within machine learning
frameworks. The second objective of this thesis is to develop methods by which reduced-order
modelling can take advantage of the structure of the reactor, forming a hierarchy of sub-
domains. The third objective is investigating how machine learning methods may be utilised
within reduced-order modelling. These objectives seek to allow the nuclear industry to enjoy

the benefits of computational modelling that has since been inaccessible.

1.2 Publications

Parts of this thesis have been published or are being prepared for submission, unpublished

manuscript drafts are included for reference.

Chapter 3 contains a multigrid neural network solver applied to the diffusion approximation
that is published in International Journal for Numerical Methods in Engineering:
T. R. F. Phillips, C. E. Heaney, B. Chen, A.G. Buchan, and C. C. Pain. Solving the

Discretised Neutron Diffusion Equations using Neural Networks. [§]

Chapter 4 contains a space-angle multigrid neural network solver applied to the Boltzmann
transport equation that is being prepared to be submitted:
T. R. F. Phillips, C. E. Heaney, B. Chen, A.G. Buchan, and C. C. Pain. Solving the discretised

Boltzmann transport equations using neural networks: Applications in neutron transport. [9]

Chapter 6 contains a projection-based autoencoder ROM method published in International

Journal for Numerical Methods in Engineering:
T. R. F. Phillips, C. E. Heaney, P. N. Smith, and C. C. Pain. An autoencoder-based reduced-

order model for eigenvalue problems with application to neutron diffusion. [10]
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Chapter 7 contains a domain-decomposition POD approach published in Energies:
T. R. F. Phillips, C. E. Heaney, B. S. Tollit, P. N. Smith, and C. C. Pain. Reduced-order

modelling with domain decomposition applied to multi-group neutron transport. [11]

Additionally, other articles were written during this research that have been or are in prepara-
tion to be published. The first was published in Applied Sciences:

T. R. F. Phillips, C. E. Heaney, E. Benmoufok, Q. Li, L. Hua, A. E. Porter, K.Fan Chung, C.
C. Pain. Multi-Output Regression with Generative Adversarial Networks (MOR-GANSs).[12]

The second is being prepared for submission:

T. R. F. Phillips, C. C. Pain, P. Kumar, C. E. Heaney, Y. Zhou, W. Xua, L. Hua, V. L. S.
Silva, C. Dilliway, R. Arcucci, C. Quilodran-Casasas, A. Cammarano, X. Wu, F. Fang, A. E.
Porter, K. Fan Chung. Modelling and Analysis of Air Quality in an Underground Station using

Differential Equations and Generative Neural Networks . [13]

1.3 Thesis outline

Chapter 2 presents the relevant literature. An overview of neutron transport is provided,
including discretisations. The equations and discretisations for the diffusion approximation are
also given. The power method, for eigenvalue problems, is also presented. This is followed
by a brief overview of multigrid methods. An overview of reduced-order modelling is given,
including their applications to neutronics. Machine learning methods, particularly the use of
autoencoders, are reviewed next. Finally, domain decomposition is done, before finishing with

a brief literature summary.

Chapter 3 presents a method for a neural network solver for the diffusion approximation to the
Boltzmann transport equation. This method is demonstrated on GPUs and compared with a

standard code, demonstrating equivalent solutions.

Chapter 4 presents an extension of the neural network solver, established in chapter 3, to work
for the full Boltzmann transport equation. Additionally, a method utilising higher-order filters

and a Petrov-Galerkin diffusion method for stability is presented.

Chapter 5 contains an overview of existing reduced-order modelling methods. The main focus

is on Proper Orthogonal Decomposition (POD), a proven traditional method used within all
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subsequent chapters, either as the main component or a comparison of methods. An overview

of Autoencoders, including various types, is also given.

Chapter 6 presents a method for incorporating autoencoders within projection-based ROMs.
This method is tested on simple 1D and 2D eigenvalue problems, comparing the traditional
POD and autoencoders. A unique hybrid approach is presented here, combining POD with an
AE.

Chapter 7 presents a method for domain decomposition combined with ROM. A multi-group
1D reactor is shown to be able to be modelled this way, with an analysis in how basis functions
may be constructed. Motivated by this, further research is done by applying this to a more

complicated 2D problem, including using autoencoders.

Chapter 8 presents a method for a Hierarchical ROM, created by interpolating between sub-
domains. This approach is done through POD and is applied to a 2D fuel assembly and reactor

problem.

Chapter 9 summarises the thesis accomplishments and discusses possible directions for future

work stemming from this.
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Chapter 2

Literature Review

This section provides a review of relevant literature. An overview of Neutron transport, along
with the discretisation of the governing equations, is given. The diffusion approximation and
its discretisation are given next. Following this, an overview of multigrid methods and reduced-
order modelling is given, including their applications to neutron transport. Next is an overview
of machine learning methods related to physics-based problems, focusing on autoencoders,

followed by a review of domain decomposition. Finally, a summary of the literature is given.

2.1 Neutron Transport

2.1.1 Governing Equations

An overview of neutron transport methods was done by Lewis [14]. The research done here

focuses on only deterministic methods using the Boltzmann transport equation:

1% (T7Q7E7t)+9v¢(T’Q;E’t)+Et(T, E)gb(’f’,Q,E,t} :qe$(T’Q’E’t)+
v
/dE//dQ/Es(r, E — B,Q - Q)o(r,Q, E )+ (2.1)

X(E)(1 - 8) / dE vy (r, E)(r, E' t) + Six(E)NCy(r, t)

where on the right-hand side %% (r,Q, E,t) is the net streaming of particles through the service,

Q.AP(r,Q, Et) are the losses through collisions inside the volume and ¥;(r, E)¢(r, 2, E, t) are
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the gains through the emission of neutrons due to fission, scattering or external sources.

On the left-hand side the first term g, (r, 2, E, t) represents the source of particles emitted into
the volume by external sources. The second term [dE" [dQ'S(r, B — E,Q .Q)¢(r, ', E',t)
represents the source of scattered particles emitted into the volume. The third term y(F)(1 —
B) [ dE'vY;(r, E')¢(r, E',t) is the prompt neutron source (accounting for delayed neutrons ).
The final term X, x(E)\,C(r, t) represents the delayed neutron source with each prescursor type

having the denotation [ and the equation:

%C[(T, t) = qu]c — )\lC'l(r, t). (22)

Boundary conditions and initial conditions need to be applied to equation (2.1). Vacuum, or

bare surface, and reflective boundary conditions are often used.

2.1.2 Discretisation of governing equations

Equation (2.1) is a continuous equation applied to a finite domain. As explored in [14] this
must be discretised to be solved by computational methods. The system must be discretised

in space, angle, energy and time.

The finite volume method [15, 16] and the finite element method [17, 18] are two methods that
can be used to discretise in space. Although the finite volume method could solve complex
geometries like the one here, the finite element method is more commonly used. The finite
element method splits the computational domain into a number of elements forming the mesh
that is used to solve the system. Each of these elements shares information with its neighbouring
elements. To improve the computational efficiency, the mesh can be designed to have a greater
resolution around points of interest, boundary layers or surface interfaces and coarser resolution
elsewhere. Goal-based adaptive meshes, where the mesh is modified during the calculation to
optimise criteria, can be used to improve the computational efficiency over time. The accuracy
of the count rate measured by the detector is maximised in [19], and the accuracy of k-effective
is maximised in [20]. These examples achieve a more accurate solution than a uniform mesh
with an equivalent number of nodes. When the solution changes rapidly, and discontinuities

occur at element boundaries, the discontinuous Galerkin method [21] can be used to help this.

Angle can be discretised into a number of intervals with a direction vector, called the dis-
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crete ordinates method [22] however, ray effects occur if the number of intervals is not large
enough [23]. Spherical harmonics [24] is a method that expands the solution by use of a number
of functions defined on the surface of the sphere. Wavelets [25] are a transform method where

the angular variable is represented with a spherical wavelet basis.

The most commonly used discretisation in energy is the multi-group approximation [14] which
splits the range of neutron energies into a number of smaller groups. Each group has its flux
defined as the integral quantity within that group. Cross-sections for a group are determined
by averaging over the group and using the flux spectrum as a weighting function. Higher energy

groups are described as fast, and lower energy groups are described as thermal.

The final discretisation is for the time, and standard linear multi-step methods can be used.
Forward and backwards Euler methods are two such methods that could be used. Adaptive
time steps, similar to adaptation in space, can be used where the time step is varied during the

calculation in order to achieve results that are more accurate and quicker to calculate.

Neutron transport codes have been developed since the 1960s to model neutron transport.
WIMS is one of the first, with a general-purpose reactor physics program and multi-group

scheme for energy discretisation [26].

Neutron transport can be coupled with computational fluid dynamics (CFD) to produce a
complete overview of the physics of a system, which has become significantly easier to achieve
with the advances in computational power. FETCH [27] is one example of this. Within
FETCH a neutronics code (EVENT) determines the heat input to the fluid, and a CFD code
(FLUIDITY) models the heat transfer before returning the temperature to the neutronics code,
which can then determine cross-sections by interpolation. A boiling water reactor (BWR) is
modelled by Buchan et al. [28], and a pressurised water reactor (PWR) is modelled by Jewer
et al. [29]. The additional computational power required is significant as both codes have their
own degrees of freedom. Although modern advances in computational power allow this, further
improvements are needed to apply this method to real applications. Smith et al. notes that

reduced order modelling is one such advancement that could assist with this [30].

19



2.2 Diffusion Approximation

The multi-group steady-state diffusion equation for criticality can be written as:

g —g

N, N, N,
—V  (DyVoy) + S50g+ Y S0, i0g=AXg D vy Sho, + D> %0 by,
g =1 ‘=1 g=1
979 g #9

Vge{1,2,...,N,},

(2.3)

where ¢ is the scalar flux of the neutron population, 3¢ represents the absorption cross-section,
¥/ represents the fission cross-section, v is the average number of neutrons produced per fission
event, >° represents the scatter cross-section, x, is the proportion of neutrons produced for
each energy group per fission event, N, is the number of energy groups used and the subscript

g denotes the energy group. The diffusion coefficient, D, is given by:

1
D,=—-——. 2.4
3B+ x) (2.4)
The eigenvalue, A, is defined as the reciprocal of kg, that is A = klﬁ, where:
o number of neutrons in one generation (2.5)
T Jumber of neutrons in the preceding generation '
The boundary condition for reflection is:
9¢
— =0 2.6
87?, Y ( )
and for a vacuum or bare surface is:
dp 1
DX — - 2.7
229 2.7

in which n is the outward-pointing normal to the boundary.
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2.2.1 Discretisation

A control-volume discretisation of the diffusion equation in 2D with a regular mesh of N, x N,
cells can be written as:
1 Pijg — Pi-1g

5 max {Di—l,j,g + Di,j,ga O}

Git14g — Pijg
Ax?
Pijt1,9 = Pijg
Ay?

1
e + 5 max {Di,j,g + Di+1,j,gu O}

Gijg — Pij-1g

1
Ay2 + 5 max {Di,j,g + DZ‘J'Jrl,g, O}

1
-|-§ max {D; 14+ D; g, 0}

Ng Ng Ng
a .. S R — f s
2% Pige Z 2 ggrigg Vi = XoA Z Yy Ez‘,j,g’(bivjvg' + Z X i Pidg (2:8)

gl:]_ g':1 g,:1

i

g #9

Vie{2,3,.,N,—1}, Vje{23, . N,—1}

in which Az and Ay are the uniform cell widths in the z- and y-directions respectively, N, and
N, are the numbers of cells in the z- and y-directions respectively, the subscripts i, j refer to
the cells in the z- and y-directions respectively, and ¢; ; represents the scalar flux in cell ¢, j.
In this expression, the first and last cells are omitted in order to apply the boundary conditions
efficiently. To apply a reflective boundary condition (see Equation (2.6)), the diffusion coeffi-
cients in the outermost cells are set to a large negative number. To set a bare surface boundary
condition (see Equation (2.7)), the diffusion coefficients in the outermost cells are again set to
a large negative number, and the absorption term is modified as now described. To apply such
a boundary condition to the left or right edges (where the normal to the boundary is aligned
with the z-direction):
“ 1

— 3 —_— (2.9)

yna ‘
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and to apply this to the top or bottom edges (where the normal to the boundary is aligned

with the y-direction):

1
N (2.10)

ya .
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For cells that have both boundary conditions the following modification is made:

1 1
X =t (2.11)
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The discretised form of Equation (2.3) can be written as:

A¢ = \Bé. (2.12)

where matrix A contains the absorption, diffusion and scatter out of energy groups from the
left-hand side of Equation (2.8), matrix B represents the fission terms and scatter into energy
groups given in the right-hand side of Equation (2.8) and the vector ¢ contains the values of
the scalar flux for each cell in every energy group. The matrices are of size (N, —2)(N, —2)(Ny)
by (N, — 2)(N, — 2)(NN,). Although a 2D discretisation is given here, the methods could be
applied in 1D or 3D.

The right-hand side of Equation (2.12) can be determined by using a “best guess” for ¢y,

effectively linearising the equation which can now be solved by the Jacobi method:

k1) _ L 3 (k)

¢7;7j,9 - a/l . 827.779 - ai,7j/7g¢i/,j/,g 9 (2-13)
319 ilii j,;ﬁj
where:
Ny g—1 Ny
R f (k) Z s (k+1) Z s (k)

Sig = XoA Z Ve Ei,j,g' d)i,j,g’ + Ei,j,g'ﬁi,j,g(bi,j,g’ + Ei,j,g/%i,j,g(ﬁi,j,g’ ) (2.14)

-1 g/:1 g/:g

where k is the Jacobi iteration.

2.3 Power Method

The power method [31] is one method to determine the dominant eigenvalue and eigenvector of
an eigenvalue problem. Equation (2.12) is an eigenvalue problem that can be solved using this
method using an initial guess of ¢ and A. The flux is updated using Algorithm 1 before being
passed to Algorithm 2, the power method, where it is normalised and then both ¢ and A are
updated.This is repeated until either k.g converges, with a tolerance of 1078, or the maximum
number of iterations is reached, 100. When utilising Reduced-Order models Algorithm 1 is
replaced with the ROMs.
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Algorithm 1 Power method: inner iterations.

function INNER_ITERATIONS(A, B, ¢85S \8ues)
s = )\guessB¢guess
solve A¢p = s
return ¢

Algorithm 2 Power method: outer iterations.

1: function OUTER_ITERATIONS(A, B, @8"% \81es)
9 ¢(0) — ¢guess7 )\(0) — )\guess

3 1-max = 200

4: k_tol = 1078

5: 1=0

6 not_converged = True

7 while not_converged do

3

@) = INNER_ITERATIONS(A, B, ¢, A\) | to solve Equation (2.12)

) ¢(i+1) o
9: Pt m ! normalising the flux
10: @) — —Zzgzijz
11: if (i = i_max or \ké?l) — kég\ < k_tol) then
12: not_converged = False
13: b — plitD
14: A AG+D
15: else
16: 1 1+1

17: return ¢, \
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2.4 High-Fidelity Models

A high-fidelity model for neutron transport is one that can accurately resolve the Boltzmann
transport equation 2.1. All of the discretisations outlined in section 2.1.2 must be done so the
solution produced is as close to the real solution as possible, potentially requiring a very large
number of degrees of freedom to model accurately. This high-fidelity model (HFM) can take
a very long time to solve, sometimes taking days to run. The Westinghouse PWR, previously
described with 1.7 trillion degrees of freedom [3, 4], is one example of a HFM that would take

too long to run for use as a real-time analysis or optimisation tool.

The high-fidelity models utilised within this thesis serve as a comparison for the methodologies
presented with the aim of recreating the given HFM solutions as accurately as possible but
with significantly less computational cost. For all chapters, the high-fidelity model is only
resolved in two dimensions in space and a steady-state solution is formed, in order to test
methodologies with computationally inexpensive problems. In Chapters 3, 6, 7 and 8, the
diffusion approximation outlined in section 2.2 is utilised for the high-fidelity model. In all

chapters, the power method outlined in Section 2.3 is used to determine \.

2.5 Multigrid methods

Multigrid methods are a way to improve the convergence speed of an iterative method [32,
33]. The convergence speed is improved by solving a hierarchy of discretisations, with each
discretisation coarser than the previous one. The coarser discretisations are solved much quicker
than, the finer ones, with a fine solution correction occurring every so often. These methods

have been well established in fields such as fluid dynamics [34, 35].

As most neutron transport methods use iterative methods to solve them, multigrid methods
have been an effective way to speed up the solutions, especially when the real problems have
such a large number of degrees of freedom. Larsen provides a unified framework for transport
acceleration methods using multigrid algorithms [36]. The multigrid method has been applied to
model the sub-grid scale discretisation of the Boltzmann transport equation [37]. The multigrid

method has also been utilised with an adaptive mesh in space and angle [38].
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2.6 Reduced-Order Modelling

As computational power has advanced over the last few decades, so has computational mod-
elling, which can be seen in the different modelling software available in nearly all areas of
scientific research. It has played a key role, alongside theory and experiment, in understanding
increasingly complex physical processes. As the complexity of these processes increases, so does
that of the model. Computational power has managed to keep up with this increase in most
areas, but some, such as neutron transport, have complex models beyond the typical computa-
tional power available. Reduced Order Modelling (ROM) is one such method that could assist
with this.

Reduced-order modelling or model reduction [6] is a numerical technique that has made a signif-
icant impact across a broad range of fields, including aerodynamics [39], haemodynamics [40],
fracture [41, 42], porous media [43, 44] and molecular dynamics [45]. ROM aims to significantly
reduce the time taken for a solution to be generated by producing a low-dimensional approxi-
mation of this high-dimensional system, where the reduction in degrees of freedom significantly
reduces the computational cost of producing a solution. The ROM solution should produce a

result that is very similar to the HFM.

ROM achieves their computational cost reduction by splitting the computational costs into
two phases: Offline and online. The offline phase is where the computationally expensive
components are performed, such as generating the HFM or producing basis functions. The
online phase should run in real-time or faster and is where new solutions are generated. These

phases can be seen below:

e Offline Phase

1. Produce High-Fidelity Model solutions in the form of snapshots
2. Produce Basis Functions

3. Produce Approximation to the discretised governing equations

e Online Phase

1. Use pre-calculated matrices from the offline stage to approximate the discretised

equations for given parameter values.
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The efficiency of ROM is based on the two phases format, and this is because it assumes the
matrices representing the discretised governing equations can be decomposed into a sum of
parameters dependent weights and parameters independent matrices [46]. Snapshots from the
online phase are used to modify the basis functions used in [47], demonstrating an alternative
approach where the model produced by the offline phase is modified during the online phase.
An approach for working with incomplete data, Gappy POD, was first introduced by Everson
and Sirovich [48]. This method has been used to reconstruct human faces from incomplete data

sets [49] and aerodynamic data [50].

The idea of ROM, and that the process of reducing complexity could be automated has been
around since the development of computers [6]. Proper Orthogonal Decomposition (POD) was
the first fundamental application of ROM in 1967. Introduced by Lumley [51] for application to
fluid dynamics, the majority of advances in this area came from the fields of system and control.
Truncated Balanced Realization came from Moore [52] in 1981 and Hankel-norm reduction from

Glover [53] in 1984. Further advancements came from Sirovich [54] in 1987.

POD is one of the most popular forms of ROMs that exist, despite the many methods that
exist [6]. It has appeared frequently in the last few decades [55-57]. POD can be applied to
non-linear partial differential equations, which are common in fluid dynamics, and has since
flourished within that field. POD has also been called principal component analysis [58] or
Karhunen-Loeve decomposition [59, 60]. The main application of POD in these situations was

to identify the main features and trends present within experimental data.

2.6.1 Non-linear systems

For non-linear systems, the non-linear operator can increase the computational complexity
of the ROM to the same as the HFM. In order to address this problem, several methods
have been developed, including the Quadratic Expansion Method (QEM), Discrete Empirical
Interpolation (DEIM) [61, 62] and Residual DEIM.

QEM calculated a number of sub-matrices offline that are used in the online phase using the
reduced variables [63]. DEIM samples a number of points in the non-linear operator during
the offline phase, that can be interpolated during the online phase. At least as many sampling

points as basis functions should be used for a well-posed system [64]. An extension of this is
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the mixed DEIM-quadratic formulation of the non-linear operator called residual DEIM [64].

2.6.2 Non-intrusive ROM

All of the previous methods discussed are projection-based [65] which can cause problems if
the source code of the HFM is complex (multiphysics applications), protected (licensed soft-
ware) or legacy code. In these cases, it can be hard to make the necessary modifications to
the source code. an alternative method has been developed and is referred to variously as
‘non-intrusive reduced-order modelling’ (NIROM), ‘POD with interpolation’, ‘Galerkin-free’,
‘surrogate POD’ (see [66] and references within), ‘data-driven reduced-order modelling’ [67-69]
and ‘system/model identification’ [70, 71]. As in projection-based methods, these non-intrusive
methods take a set of high-fidelity model solutions (snapshots) and find a reduced basis, often
by using POD. However, to find solutions for unseen parameter values, the projection of the
high-fidelity system onto the basis functions is replaced by interpolating between snapshots (or

snapshots that have themselves been projected onto the basis functions).

A semi-intrusive method is presented in [72]. Here POD is used to generate data and ISAT
algorithms are used to expand and interpolate the data based on discretised partial differential
equations. While the offline phase is time-consuming and intrusive the online phase is quicker

by three orders of magnitude and is non-intrusive.

In [50] the basis functions generated from POD are interpolated using linear interpolation of the
initial conditions. This is effective for their scenario involving aerodynamics and this method
was also used more recently in [73] where it was applied to 2D incompressible flow. It is also
applied to finite element problems with [74] but additional error analysis is done using non-
intrusive methods. This interpolation has also been done on multiple levels in [75] where it is

applied to the snapshots and the reduced model.

An alternative approach to NIROM is supplied in [76]. Here an adaptive sampling strategy
is employed on data used when creating the POD basis functions. It also highlights the non-

interpolating nature of some POD models that exist.
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2.6.3 ROM applied to neutron transport

ROM has found great success over the last decade when applied to several areas of reactor
modelling. Although the focus of this research is “discretise-then-reduce” ROMs the alternative
“reduce-then-discretise” ROMs have been used in reactor physics [77]. Wahi et al. uses a
lumped parameter model of a BWR to model a point reactor, with the physics greatly simplified

before discretisation [78].

Buchan et al. demonstrated POD with snapshots on two problems with complex angular
geometry, a dog-leg duct problem and emission of radiation from an infinite array of pins [79]
successfully resolving the direction of travel of neutrons and photons. The angular solutions
form the snapshots and are sampled at locations in the spatial domain. Accuracy is retained

by the ROM while also reducing the computational cost by two orders of magnitude.

A ROM based on the reduced basis method was demonstrated by Sartori et al. on a 2D model of
the TRIGA Mark II reactor test case [80]. A two-dimensional parameter space, consisting of two
control rods, is sampled by Voronoi tesselation. This is further advanced by the introduction of
an error estimate where they sample the parameter space with a greedy algorithm [81]. They
model a time-dependent 3D model of the same reactor previously modelled. They use 70 basis
functions, achieving a speed up of three orders of magnitude while only incurring an error of

0.01% in the reactivity.

The reduced basis finite element method is demonstrated by Chunyu et al. on the IAEA PWR
benchmark problem [82]. They use the fission, removal and scatting cross-sections as parameters
to solve the multi-group neutron diffusion equation, successfully reducing the dimensionality

by three orders of magnitude.

A detailed model of a Lead-cooled fast reactor was set up using the Monte Carlo code SERPENT
was set up by Lorenzi et al. [83]. The average cross-sections are used to solve the neutron
diffusion PDE. Of the two ROMs compared, the modal method and POD, POD is determined
to be more effective. In addition to this, they develop a method that results in a greater

computational cost reduction, called the Adjoint Proper Orthogonal Decomposition Method.

Ree et al. solves the neutron transport equation and generates snapshots using the discrete

generalised multi-group [84]. POD is then used to construct basis functions and use only 6
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degrees of freedom per coarse group to achieve a relative error of approximately 0.01% in the

fission density.

In [85] produced a number of snapshots of a PWR assembly, with control rod height varying
for each snapshot. A ROM based on POD and the method of snapshots was able to pre-
dict k-effective for different control rod heights and temperature profiles to an accuracy of
0.01%. Heaney et al. also developed a non-linear interpolation method for the same problem,
where multiple sets of basis functions are constructed from snapshots of different control-rod
heights [86]. This method achieves a slight computational speed up and improves the error by
an order of magnitude. In both of these, the ROMs developed a set of basis functions for each
energy group, rather than across all energy groups simultaneously, the monolithic approach.
As demonstrated by German and Ragusa [87] this method is thought the be more robust than

the monolithic approach.

ROM has also been researched in how it could be applied to coupled systems. In [88] ROM is
applied to two separate physics systems, the neutronics and thermodynamics, which are then
coupled. They demonstrate that a computational reduction can be achieved through this and
that thought must be given to ROMs when they are coupled [77] also achieved a computational
cost reduction of three orders of magnitude by using POD applied to a neutronics system that

was coupled with heat transfer.

Coupling between the Navier-stokes equations and heat transfer equations was done by Geor-
gaka et al. by modelling thermal mixing in a T-junction pipe which is found in reactor cooling
systems. They use POD with snapshots to achieve a computational speed up of two orders of

magnitude and a maximum error of 0.1% for 20 basis functions [89].

2.7 Machine Learning

Since knowledge of machine learning methods has increasingly become more common, and the
computational power required to implement them has become easily accessible, the research into
their possible uses and applications for physics-based problems has increased tremendously. The
libraries available for implementing machine learning, such as TensorFlow [90] and PyTorch [91],
have been written for optimal use with hardware such as Graphical Processing Units (GPUs)

or even Tensor Processing Units (TPUs). This allows almost any user of these libraries to
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implement their methods on this hardware, with no expertise required.

One application is to produce surrogate models of computationally expensive codes, which
can produce solutions at a significantly reduced cost. Deep neural networks have become the
main surrogate models used in fluid dynamics over the last decade [92, 93], either by them-
selves or incorporated within a reduced-order model framework [94]. Within fluid dynamics,
neural networks have been utilised to approximate steady-state solutions [95] and time-series

problems [96].

In the field of nuclear energy, using surrogate models is becoming more popular and has been
applied to inverse problems for accident analysis [97], NN for power control of PWRs [98], and
Physics-Informed Neural Networks (PINNS) have been developed for point kinetics simulations
[99]. In [100], they have been used as ROMs and combined PCA with DNNs for transient anal-
ysis, in [101] DNNs were used for neutron cross-section generation, and in [102] a digital twin
for neutron diffusion calculations was proposed. PINNS have also been developed across subdo-
mains of problems and used for solving non-smooth heterogeneous neutron diffusion problems

103].

The above methods utilising machine learning are data-driven, requiring training of a network
on available data. Often this may result in a network modelling the known physics of a sys-
tem. An alternative is to utilise these libraries to solve scientific processes on GPUs or TPUs,
capitalising on the frameworks already being optimised for this purpose. Previous work doing
this includes applications in performing Fourier Transforms [104, 105]; Monte Carlo simula-
tions for finance [106]; many-body quantum physics [107]; and density functional theory [108].
This has also been applied to the Navier-Stokes equation, using the TensorFlow library to
implement the discretisations within neural network layers on GPUs [109] and a TPUs [110].
One method [111] implemented the discretisations on convolutional layers for application to
the Navier-Stokes equations. These convolutional layers were used as a physics-loss function,

which was used to correct the training of the convolutional neural network.

Although machine learning techniques are becoming more prevalent for predicting the behaviour
of the HFM (third part of offline stage and online stage in NIROM-type methods), it is much
less common to find machine learning algorithms being used in the dimensionality reduction

stage (second part of the offline stage in both projection-based or NIROM methods). One
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type of neural network that is ideal for dimensionality reduction is the autoencoder. A type
of unsupervised (or self-supervised) feed-forward neural network, the autoencoder learns the
identity map with a network architecture that includes a bottleneck. The central bottleneck
layer forces the autoencoder to learn a reduced or low-dimensional representation of the data.
The neurons in this layer determine the so-called latent space and are referred to as latent
variables. These types of networks are common in image classification and identification [112,
113], and have been used with great success to fill in gaps in images [114] and to remove noise

from data [115].

2.7.1 Awutoencoders

The autoencoder can be split into two parts: The encoder (Reducing the number of variables)
and the decoder (Increasing the number of variables). Both parts have a number of layers
each with an input and output dimension. For each layer, other than the first one, the input
dimension is the output dimension of the previous layer. The input dimension for the first
encoder layer will be the number of nodes (N) and the output dimension for the last encoder
layer will be the reduced number of nodes (P). Similarly, the input of the first decoder layer
will be P and the output of the last decoder layer will be our A/. The number of layers and the
dimensional change between these layers can vary depending on the complexity of the problem,

although the decoder should resemble the inverse of the encoder.

Latent
Input Encoder Encoder Vari- Decoder Decoder Output

able(s)
O ®
° o

e ® O

Figure 2.1: An autoencoder comprising of three encoder layers and three decoder layers.
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Once the layers have been set up the model is compiled with an optimiser function and a loss
function. These dictate how the training is performed and impact the performance of the model.
For offline training purposes, assume the discretised forward model has been solved giving
results v where n is the time level and i is the node number, therefore v™ = (vf,v%, ..., v})T
where N is the total number of nodes. If the forward model variables are passed through the
encoder it generates the compressed variables o = (af, a3, ...,a)" in which P is the number
of reduced variables (latent variables). If the reduced order variables o™ are passed through the
decoder then the forward model variables u™ = (u},uj, ..., u};)" are produced. If the training

process has been successful, then v" ~ u”. This is illustrated in figure 2.1 for an example

system with 3 encoder layers and 3 decoder layers.

Autoencoders have primarily been used to reduce the data of pictures [112] but recently have
started being used in fluid dynamics for the reducing data [116], and show great potential for
this. Due to being inherently non-linear, the autoencoder is more able to represent complex
functions and their evolution through time when compared to the linear SVD. While the SVD
is able to find a succinct representation of the space spanned by the snapshots, the autoencoder
has the potential to find a more efficient representation. For example, it can represent transla-
tion with just one latent variable, whereas an SVD would require many basis functions, each
representing one snapshot of the translation. The SVD approach is susceptible to large Gibbs
oscillations as it struggles to represent abruptly changing fields. However, autoencoders are
likely to require longer time in the offline phase due to the large number of iterations needed
to train them. It is also difficult to know the optimum number of variables to reduce with an

autoencoder and how many layers to use.

2.7.2 Autoencoders used for ROM

Commonly used in POD is the SVD which decomposes the snapshots into POD basis functions
and singular values. To carry out this compression, an autoencoder could be used to replace
the SVD. Several authors [117-119] have highlighted the connection between autoencoders
and SVD (or PCA), namely that an autoencoder with one hidden layer and linear activation

functions can produce basis functions than span the same space as basis functions derived from

an SVD.
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This connection between the autoencoder and the SVD paves the way for an autoencoder to be
seen as a tool to perform nonlinear dimensionality reduction (by choosing nonlinear activation
functions) and therefore to be used as an alternative to the SVD/PCA [112, 120]. Amongst
those early to recognise the potential of the autoencoder for dimensionality reduction within a
model reduction framework were Milano et al. [121], who reconstructed the near wall field from
computational solutions for pressure and shear stress at the wall. The suitability of autoen-
coders for dimensionality reduction has been established, and a number of authors have since
explored their use in reduced-order models, mostly non-intrusive reduced-order models. This is
because the strength of the autoencoder is that it is a nonlinear embedding, but this also means
that the reduced-order system will be nonlinear and is therefore more complex to solve than for
a POD-based ROM. For non-intrusive models, this nonlinearity does not present any additional
challenge and no change in the algorithm is required, hence the greater uptake of autoencoders
in NTROM-type methods. For example, Gonzalez et al. [116] and Wiewel et al. [122] both use
a convolutional autoencoder to reduce the dimension of their problems and Long Short-Term
Memory networks to learn the dynamics. The former demonstrates their method on interacting
vortices in a 2D box and 2D lid-driven cavity flow. The interacting-vortices problem aims to
demonstrate the location invariance properties of convolutional networks. The long-term statis-
tics of the flow, as embodied by the turbulent kinetic energy, are captured much better by the
autoencoder-based method than by the projection-based POD-Galerkin model. Coming from
the field of computer graphics, Wiewel et al. [122] solve 3D problems with millions of spatial
degrees of freedom. With their reduced-order model, they are able to produce realistic-looking
simulations of complex dynamical systems such as sloshing waves, colliding bodies of fluid and
smoke convection. Their reduced model runs approximately two orders of magnitude faster

than their high-fidelity solver.

As previously mentioned, the substitution of an autoencoder for an SVD is less straightforward
for projection-based reduced-order models than it is for non-intrusive reduced-order models.
There are a couple of simple examples of the incorporation of autoencoders in a projection-
based reduced-order model [123, 124], however, the most comprehensive to date is a paper
by Lee et al. [125] They propose a framework for projecting dynamical systems onto nonlinear
manifolds using deep convolutional autoencoders and derive a posteriori error bounds. Focusing
on advection-dominated benchmark problems known to be challenging for POD-based ROMs

due to a slow decay of singular values [126], they model the convection, diffusion and chemical

33



reactions of a flame as it evolves in time over a range of values for two parameters which occur
in the nonlinear reaction source term. The error in the autoencoder-based method is over 40
times less than that of the standard POD-based projection method, showing that, although
their method requires a higher offline computational time (for the training of the autoencoder),
they can produce much more accurate results than projection-based methods for some nonlinear

problems.

2.8 Domain Decomposition

Domain decomposition is an iterative method developed by H. Schwarz to solve problems with
a complicated geometry [127]. This was achieved by splitting a global domain into smaller sub-
domains where the geometry in these sub-domains is less complicated than the global domain
and has an overlap between sub-domains. Iteration is then performed to solve sub-domains
until the solution converges within these sub-domains. The development of modern computers
gave this method traction once again, where it was theorised that sub-domains could be solved

in parallel and without overlapping [7].

A fast non-overlapping Schwarz domain decomposition was used to solve the neutron diffusion
equation applied to a PWR test case by Jamelot and Ciarlet Jr. [128]. The domain was split
up into many sub-domains, and different numbers of cores were experimented with, the results
showed that utilising parallel processing allowed a significant improvement in the computational

time required to solve the problem with no loss in accuracy.

Domain decomposition methods do not change the governing equations of a system, but instead,
turn a single domain problem with boundary conditions into multiple sub-domain problems with
different boundary conditions. This means that the internal solver used within a sub-domain
can be replaced with a ROM. Baiges et al. [129] applied POD in conjunction with domain
decomposition to solve the Navier-Stokes equation and reported a computational cost that
was two orders of magnitude less than that of the HFM. They have also been combined with

NIROM for application to fluid flow [130] and turbulent flow [131].

Domain decomposition methods combined with machine learning have only recently started
being investigated, primarily in a non-intrusive framework. Arcucci et al [132] presents the

Domain Decomposition Reduced Order Data Assimilation mode, which combines NIROM with
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data assimilation. This is applied to a fluid dynamics problem. Heaney et al. [133] developed a
domain-decomposition NIROM using autoencoders as a form of dimensionality reduction. This

method was applied to multi-phase flow in pipes.

An application to neutron transport was provided by Cherezov et al. [134]. Here, a non-
overlapping domain decomposition method was combined with POD and applied to a full
reactor core, which was decomposed into sub-domains containing fuel assemblies. Three by
three and 2 x 2 clusters of these sub-domains were solved. These solutions were then used as
the snapshots from which to construct the basis functions for different types of fuel assemblies.
They showed that combining these methods can produce an accurate solution of the global
system, with a significant speed up, by solving four different layouts or arrangements of the
reactor core, in each case using the same basis functions produced from the clusters of sub-

domains.

2.9 Summary

The Boltzmann transport (equation (2.1)) is a computationally demanding problem requiring
discretisation in seven dimensions, three in space, two in angle, one in energy and one in time.
This is further exacerbated by the coupling of physics models, which significantly increases
the degrees of freedom required, as each physics model requires their own. This coupling is
required to accurately model an entire reactor, a requirement for real-time and safety analysis.
Due to the lack of computational power typically available, nuclear modelling cannot be done
in a reasonable amount of time. To take advantage of the benefits of computational mod-
elling, methods to reduce computational costs or enhance the accessibility of hardware must be

implemented.

Reduced-Order modelling (ROM) has seen great success in almost all fields, nuclear modelling
included. These methods are typically applied to the global domain, requiring a large amount
of the behaviour of a system to be modelled at once. A reactor typically has repeated areas, in
the form of fuel rods or fuel assemblies, that will have similar behaviours. A ROM that can take
advantage of this through repeated smaller ROMs may significantly reduce the computational
cost in both the online and offline phases. The modelling of reactors could greatly benefit from

a way to implement this.
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Machine learning has seen some incredible growth and success over the last decade. These
methods have been used successfully in physics-based areas, as surrogate models and for ROM
methods. However, these have mainly been applied outside the nuclear area, fluid dynamics
being one of the most popular. Nuclear modelling could benefit greatly from these develop-

ments.
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Chapter 3

Diffusion Neural Network Solver

The content within this chapter is based on:

T. R. F. Phillips, C. E. Heaney, B. Chen, A. G. Buchan and C. C. Pain. Solving the discre-
tised neutron diffusion equations using neural networks. International Journal for Numerical

Methods in Engineering [8]

Chapter 2 contains methods for how the high-fidelity snapshots of this chapter were generated.

3.1 Introduction

As new hardware develops, so does the need for software to be adapted for use with it. This
can be more difficult within computational modelling, as existing code is typically written for
serial execution on Central Processing Units (CPUs). Therefore, adapting this code to utilise
the parallel capabilities of Graphical Processing Units (GPUs), or even Tensor Processing Units
(TPUs), can be difficult without specific expertise that many researchers will lack. With the
significant increase in interest in machine learning comes a similar increase in familiarity with Al
libraries, such as TensorFlow [90] and PyTorch [91]. Hardware developments, such as the TPUs
of Google [135], or the CS-2 of Cerebras [136], could significantly benefit the computational
modelling community, yet which can not be utilised effectively with current codes. The CS-
2 [136] has about 1 million cores on a single chip with vastly increased computational speed.

Yet, it requires much less energy than GPUs or CPUs, making it ideal hardware for researchers
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to run computationally demanding problems in an energy-efficient manner. If the potential
of combining the new Al computers and Al software with traditional numerical methods can
be harnessed, one can expect a revolution in computational physics across disciplines. The
approach presented here implements conventional discretisations using Al software to simplify
code development and exploit the substantial developments already made in Al technology, such
as code abstraction and platform agnosticism. This simplification could significantly increase
the number of researchers able to become more involved in developing current models (each
code is often limited to a handful of expert developers), speeding up its implementation and

parallel scalability.

Incorporating known physics within neural networks is not new, with physics-informed machine
learning [137] being a significant development. This paved the way for the use of deep neural
networks (DNN) to form solutions to both forward and inverse problems of systems described by
PDEs. Early works include using data from passive dyes, smoke or vapour to extract solutions
to the Navier-Stokes equations [138, 139]. Others include the use of Physics-Informed Neural
Networks (PINNs) for analysing subsurface transport [140], and for other fluid problems where
the mix of computational (LES-CFD) and experimental data (particle image velocimetry) was
used to identify missing quantities in turbulent flows [141]. These methods still utilise training
the neural network, incorporating the physics in the loss functions, resulting in a network that

needs to be re-trained for new systems.

An alternative is to implement the standard numerical scheme directly into the neural network,
thereby avoiding the training that is usually required. This has been applied to the Navier-
Stokes equation, implementing the advection term using convolutional layers [109]. Using the
TensorFlow library, they achieve a significant speed up using GPUs over the original Fortran-
based code running on CPUs. A similar approach has been used with TPUs, implementing a

finite-difference discretisation of the Navier-Stokes equations [110].

The approach described in this chapter is a new and alternative way of harnessing Al tech-
nologies for forming solutions for governing PDEs. Here, it is proposed to perform the compu-
tations that form the solution from standard discretisation techniques through a single neural
network, utilising convolutional layers for the diffusion term. These are implemented to repli-
cate a multigrid solver, incorporating a similar architecture to the U-Net [142]. The results

here demonstrate that the solutions are identical to the discretised model but allow the use of
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GPUs, without the requirement of writing parallel code. Using a GPU with neural network
code written in Python results in a computation time that is one-quarter that of using a CPU

with a solver written in Fortran.

Additionally, performing all operations through the neural network allows optimal code effi-
ciency on all architectures whilst enabling the latest developments in methods such as sensi-
tivities [143], uncertainty quantification [144] and data assimilation [145], thanks to the neural
network architecture. Therefore, the research proposed here has the potential to cause a shift
in how numerical models are developed and used. The beneficiaries will be wide-ranging, in-
cluding researchers or organisations requiring PDE models and associated AI-Physics models.
The ability to rely on high-level libraries that seamlessly integrate Al tools with PDE models

will reduce development time with increased performance portability and parallel scalability.

The chapter is organised as follows: Section 3.2 contains the methodology, section 3.3 contains

an overview of the results, and finally, a summary of the chapter is given in section 3.4.

3.2 Methodology

The first part of this section introduces the governing equations and their discretisation. It is
explained how the discretisation can be written in the form of convolutional operations with
pre-defined weights. The Jacobi method and its neural network equivalent is explained next.
Convergence can be improved by using a multigrid method, and this can be implemented using
a convolutional autoencoder, in particular, the U-Net. Finally, an overview of the multi-group

solver is done, including how the eigenvalue is determined.
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3.2.1 Discretisation

A control-volume discretisation of the diffusion equation in 2D with a regular mesh of N, x N,

cells can be written as:

_(Di,j’g + Di_lvij) ('Divjag + DZ+17.]79) (‘DZ,],Q + Di,j—l,g)

SINE Gi—1j,g — AL Dit1,jg — YN Gij—1,g
~ Dijg + Dijiig) P (Dit1,g +2Dij9 + Dim1) N (Dij—19+2D; 5+ Dijy1,4) i
2Ay? Litle 2Az2 2Ay2 w9
Ng Ng Ng
a s _ f
T2 .9%i5g Z Ei,j,g_mg' Pijg = Z Ef7j7g/_n,j,g¢i,j,g/ +AXg Z Yy Ei,j,g/ Piig (3.1)
g/:1 g/: g/:1

!
g #9

Vie{2,3,...,N, — 1}, Vie{2,3,...,N, — 1}, Vge{1,2,...,N,},

in which Az and Ay are the uniform cell widths in the x and y directions respectively, N,
and N, are the numbers of cells in the x and y directions respectively, the subscripts ¢ and j
refer to the cells in the x and y directions respectively, IV, is the number of energy groups, the
subscript g refers to the energy group and ¢; ;, represents the scalar flux in energy group g in

cell 4,7.

The boundary conditions are applied to the first and last cells in both the z and y directions,
so Equation (3.1) is not solved for these cells. Reflective boundary conditions for the left edge

(1 = 1) would be enforced by the following constraints:
P9 =0, Dajg=—Dijg (3.2)
and for the right edge (i = N,):
ONejg =00 DNyjg = —DNo-1g- (3.3)

Equivalent constraints can be applied to the top and bottom edges. For bare surface boundary
conditions (Equation (2.7)), where the normal to the boundary is aligned with the xz-direction,

the absorption term is modified as follows:

1
— X7 —. (3.4)

e )
s T Oy

4,J,9
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To apply this to where the normal to the boundary is aligned with the y direction:

1
— X, +

x .
w9 Ny

4,J,9

For cells that have both boundary conditions the following modification is made:

1 1

3¢ —t —.
2Ax + 2Ay

4,9,9

— X, +

1,7,9

Equation (3.1) and its associated boundary conditions are often written as:

A¢ = \Bé.

(3.5)

(3.6)

(3.7)

where the matrix A contains the absorption, diffusion and scattering out of energy groups from

the left-hand side of Equation (3.1), matrix B represents the fission terms and scattering into

energy groups given in the right-hand side of Equation (3.1) and the vector ¢ contains the

values of the scalar flux for each cell in every energy group. In the following, we keep with the

notation used thus far, which stores the unknown scalar flux in a 2D array. The diffusion terms

in Equation (3.1) could be considered as components of a fourth-order tensor. Although this

way of formulating the problem may seem less familiar, the motivation will become clear in the

following section, when we compare discretisation stencils to convolutional operators. Bearing

this in mind, we rewrite the system in Equation (3.1) as

1

1
SN Al biuging = Sigg, Vi€{2,3,... No—1}, Vi €{2,3,...,N,~1}, Vg € {1,2,...,

u=—1v=-1

where:
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(3.9)

( D, . +D. .
_ “9 1—2&—u,]+v,g fOI‘ |U| = ]_, v=20
4+ D, ,
— b)g Z;“’”v’g foru=0, |v| =1
2Ay
u,v
Qg = Dit1jg+2Dii0+Di 1y Diji1g+2D; .+ Dij-
2,7,9 i+1,5.9 0,4, i—1,j.9 ij+1,g 03,9 i 19 — 0 —
I + 202 UgJFZEngHZJg foru=0=v
g#J
0 for |u| =1 = |v|

\

k+1 (k)
Siig = A E v, o E E .
%,7,9 Xy 9, g ,] g’ + 1,7, g —1,7, g 1,7, g + 1,75 g —%,J, 9 4,75 g

gfl

The right-hand side of Equation (3.8) can be determined by using a “best guess” for ¢; ; ,. This

effectively linearises Equation (3.8) which can now be solved by the Jacobi method:

(k+1 (
g = ay (SZ’J g Z Z 59 Z+u gtvg T @i, g¢ irJ, g) , (3.11)
7] 9

u=—lv=—1
where 2] + 1 is the width of the stencil (I = 1 for linear elements), k is the Jacobi iteration and
{{a}"/, }\m_1}.__, represents the stencil to calculate the scalar flux in cell 4, j. The diagonal
terms in the usual matrix-vector form of Equation (3.11) are now denoted by al g and the

non-diagonal terms are subtracted from the source term.

3.2.2 Neural network as a Jacobi Solver

This section describes how one iteration of a Jacobi method can be implemented as a convo-
lutional layer of a neural network using pre-determined weights. A convolutional layer has a
filter or kernel, which is a small grid (smaller than the input data and typically of dimension
3x 3,5 x5 0r7x7) whose cells have values known as weights associated with them. The
filter is applied to part of the input by multiplying the input value by the weight in the over-
lapping cells. The products are summed to produce the output. The filter is then applied to
a neighbouring part of the input and another output is created. This process is repeated until

the filter has passed over all the input data. The action of a 2D convolutional layer on a 2D

42

(3.10)



input can be written as follows
I
(k+1) _ up (k)
T = Z Z W T i (3.12)
u=—l v=—1

(k)

7:7j

and :C,gk-+1) respectively. The

where the input and output are 2D grids with components z y

weights of the filter are represented by w*? and the size of the filter is (21 + 1) x (2l 4+ 1) — in

this case, [ = 1. A filter acting on one piece of input data can be seen in Figure 3.1.

Input (N, x N,) Filter Sum of Values Output
1121541

1121541 0]-110 0]-5]0

L2541 * |-1/4]-1] = |-2]20/4] = 4
112]5/4]1 0]-110 0]-5/0

1121541

Figure 3.1: A convolutional filter which applies the discretised diffusion operator (a five-point
control volume stencil) in 2D to 9 cells. The filter is first applied to all the cells in the blue
block on the left; the result of which can be seen in the blue block following the equals sign.
The 9 values are then summed to give the value in the red block on the right which is the
output value.

Given the previous definition of a filter, we can define a function f which represents that filter

passing over the entire input as follows

Pi-tjg | Pidg  Pivljg  Pig-1g | Digg  Pigilg .
- ii=— 50 AT AL A u - s : . v sJ 3.13
f(®;w) |, DAL Ax2 2N 12 2\ y? Ay? 2Ay? (2] ( )

for a filter with weights w

1
N
wegldh B+ | .19
0 & o

This function calculates the second derivative of the input ®, according to the lowest order

control volume discretisation. For two scalars ¢, and D,, the following is true

VQ(D9¢9) = V-V(Dyg,) (3.15)
= V- (¢yVD, + DV, (3.16)
= ¢,V’D,+ D,NV?¢, +2VD, -V, (3.17)
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which leads to the following identity
2V D, -V¢, =V*(D,0,) — ¢,V*D, — D,V?¢,. (3.18)

Expanding out the diffusion term in Equation (2.3) and then substituting in the expression

from Equation (3.18) results in

V- (D,V¢,) = DNV*¢,+ Vo, VD, (3.19)
= D9v2¢g + % <v2(Dg¢g) - ¢9V2D9 - ng2¢g) (3.20)

1
= 5 (VA(Dydy) = ¢V Dy + DyV°6,) - (3.21)

Equation (3.21) is used in Equation (3.22). We can therefore write the diffusion operator in

terms of three convolutional layers:

1
—V - (DyVéy) = —3 (V2(Dygg) + DNy — $yV>Dy) analytical form (3.22)
~ f(D,®®5w)+ D, O f(Pw) — P, O f(Dy;w) discretised form
(3.23)
= Y@, D,;w), (3.24)

where @, is a N, x N, matrix containing all ¢;;, components, © denotes the Hadamard
product which performs entrywise multiplication, D, is a N, x N, matrix containing all D; ; ,
components, the equation above serves as a definition of the diffusion convolution fPf and
f represents the application of the convolutional layer with weights w. The terms in Equa-
tion (3.23) are shown to be the same as in Equation (3.22). The discretised diffusion equation

can now be written for energy group ¢ as:

Ng
iff :
fPY®, D,;w)+ | 22, + Zz;ﬁg, O®,=s, VYgec{l,2,...,N,}, (3.25)
g =1
g #9
in which the source s, for energy group ¢ also contains coupling terms between the energy

groups other than g. Equation (3.25) can be solved with the Jacobi method as before. However,

when implementing this, instead of using Equation (3.25), we rewrite this to use one fewer
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convolutional operation for efficiency. Equation (3.11) can be solved using a neural network with
pre-determined filters. The term Zl _ U_fl iy ® Z_l?u,] to.g a?”ﬁg ¢§f§fg can be determined

using a convolutional filter containing just the off-diagonal terms:

DQ Qf((pgk)7wD> |i7]}9 +f(Dg®@§k)7w Jg Z Z azjg z+uj+vg zgg(szg? (326)

u=—lv=—1

where f is a convolutional pass with weights filter wp:

0 == O

1 1 ’ 1
'wD:_§ AL 0 Az | (327)

(S

which is the same as filter w but with the central term set to zero, to prevent additional unnec-
essary operations when performing a Jacobi iteration. Equation (3.11) is therefore equivalent
to:

B0+ = (AW @ (s, — D, © £(®F);wp) + F(Dy © M3 wp)), (3.28)

where (A)?)®7! is the Hadamard inverse [146] which is an N, x N, array whose i"", ™ com-

ponent is ao% for energy group g.
7,9

Figure 3.2 details the architecture for a neural network that performs the same operation as

Equation (3.28). This can be written as:
U = J (@), (A2 5, D), (3.29)

where J( - ) is a function that calculates the result of one Jacobi iteration and s, is a 2D matrix
containing all s; ; , components. Figure 3.2 shows the architecture of the neural network with
a single Jacobi iteration that solves the neutron transport problem. Green boxes contain the
inputs, blue boxes are convolutional layers, orange boxes are mathematical functions as layers
and the grey box is the output of the network. The second line in each box is the dimension of

the output.

We can also use more accurate stencils for the diffusion operator. For example, the recently
developed Convolution Finite Element Method (ConvFEM) approach, see [9], for quadratic

elements results in the 5 x 5 filter:

45



-5 50 —15 50 —5
50 —320 —660 —320 50
—15 —660 3600 —660 —15] . (3.30)
50 —320 —660 —320 50
-5 50 —15 50 —5

However, any Finite Element, Finite Difference or Control Volume discretisation stencil could
equally be used here. Using a higher-order filter requires additional halo nodes, so N, and
N, are larger. For the quadratic filters this means that equation (3.1) is solved for Vi €
{3,4,...,N, — 2} and Vj € {3,4,..., N, — 2}. The boundary conditions change when using
higher-order filters. Assuming that the material parameters are homogeneous around the entire
boundary for at least two cells deep then boundary conditions can be enforced easily with the
same approach as equations (3.2) and (3.3). If Dicsi, Dyight, Diop and Dporron are the diffusion
coefficients for the left, right, top and bottom sides respectively, then this is true if:

Dleft = Dright = Dtop = Dbott0m7 (331)

and for the left side:

Diesi=Di;, Vi€ {3,4} Vje{3,4,... N, -2}, (3.32)

with corresponding constraints for the right, top and bottom sides. If equation (3.31) holds
and (3.32) holds for all sides then the boundary conditions for the left side, i = 1, can be

implemented with:

¢17j79 = 07 ¢27jvg = 07 Dleft = _Dlvjvg = _D27jvg7 (333)

and similar conditions for the other sides. Boundary conditions (3.4), (3.5) and (3.6) are
all implemented the same way. Equation (3.32) may not hold if two cells/node next to the
boundary do not have the same value and thus this approach might not be used in this situation
or one may use some sort of average. An alternative that works for all filter sizes is simply to set

the halo values of the diffusion coefficient and the fluxes to be zero and then no addition to the
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absorption cross sections for the boundary condition are required. This effectively implements

the 2Axz extrapolation boundary condition obtained using Equations (3.4), (3.5) and (3.6).

[ M T S

—

Equation (326)

.
(k+1)

Py Output

Ny X Ny

Figure 3.2: Schematic of the neural network used for a Jacobi iteration in which J( - ) represents
a single Jacobi iteration written in Equation (3.28). This network performs a single Jacobi

iteration on the flux of a single energy group. The inputs are the flux (q)ék)), representative
source (s,), diffusion coefficients (D,) and the strictly diagonal coefficients (A>°)®~") (green
boxes). A number of layer operations are performed, mathematical operations are shown in
orange and convolutional operations are in cyan. The output is the flux of the next Jacobi
iteration (<I>§,k+1)). Arrows originate from which layer the data originated and the end of an
arrow indicates which layer takes that data as input. The dimensions of the layers are given
on the second line of each box.

3.2.3 Multigrid

In Figure 3.3 we show how the commonly applied U-Net [142] ANN architecture has been
repurposed to form a saw tooth multigrid method and is used in this work. Figure 3.4 shows
a single multigrid iteration, using the U-Net, with two restrictions, note that the subscript
indicating energy group is no longer shown, the bold subscript now indicates the coarseness of
the mesh, with 1 being the finest mesh and becoming more coarse as the subscript increases.

The residual (r*) is calculated using:

rM =B — 4,81 (3.34)
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Figure 3.3: Schematics showing the U-Net ANN architecture (left) that is used to form a single
multigrid saw tooth cycle. On the right, we can see how multiple cycles are brought together
to form the overall solution method.

) — sy - <A‘{UT@ o} 4 (D1 £(@] wo) + (D10 @ w,y)) ot - <I>.(1k) +Ad)
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aay’ = (0, (43" i, Dy)

Figure 3.4: Multigrid iteration, with the subscript indicating the resolution and superscript
representing the multigrid iteration and J( - ) representing a Jacobi iteration. The residual
is calculated and restricted twice, indicated by the cyan nodes. These residuals are used with
Jacobi smoothing, indicated by yellow nodes. After smoothing, prolongation is performed using
UpSampling layers, indicated by teal nodes. After the finest level is reached, the flux is updated
and the process repeats.

r:(lk) is restricted twice to (7 ;k ) and ( ) A Jacobi iteration is performed on the lowest level

(bold subscript 3) to determine A<I>3 , starting with an array of zeros. This is prolongated
to estimate E(k) which is then smoothed to Afbgk) with another Jacobi iteration using the
residual of the next highest level. This repeats until the finest level is reached (bold subscript
1), where the flux is updated (k 4 1) and the process is repeated for a number of multigrid

iterations.

The restriction may be performed with the convolution:

ri) = f(ri" wr), (3.35)
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with filter weights:

0.25 0.25
wR = . (3.36)
0.25 0.25
Upsampling layers may perform the role of prolongating the solution up from a level. Upsam-

pling layers repeat values within an array, increasing the dimensions of the data [147], resulting

in an approximation for the data at a finer mesh:

—~ (k
&," = UpSamp(a®)). (3.37)
The upsampling operations simply copy the value from the course grid node or cell to the four

nodes/cells that the nodal values are prolonged from.

Figure 3.5 shows how Figure 3.4 would look like a single network. Green boxes contain the
inputs, blue boxes are convolutional layers, orange boxes are mathematical functions as layers,
yellow boxes are sub-networks, teal boxes are upsampling layers and the grey box is the output
of the network. The second line in each box is the dimension of the output. This can be written

as:
B = MG (@, 51, (A7), (A7, (43")° 7, (43°)°7!, Dy, Da, Ds ), (3.38)
and for a single energy group g¢:

k41 k 0,0yO— 0,0yO— 0,0y0— 0,0y0—
(I)(lg+ ) = MGg (¢(19)7 S1g, (Alg )® 17 (Alg )® 17 (A2g )® 17 (ABQ )Q 17 D197 D2ga D39) ) (339)
where MG( - ) is a function that calculates the result of one sawtooth multigrid iteration and
many of these iterations are strung together to form the final solution, see Figure 3.3. MGy( - )

is the multigrid iteration applied to energy group g, indicated by the subscript.

It should be noted that the diffusion coefficients and other material properties are mapped to
a coarser grid using a harmonic average of these coefficients before the discretisation on the
coarser grids are formed. The same discretisation is used on each multigrid level but with

different cell or node sizes Az, Ay.
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Figure 3.5: Multigrid network, MG( - ), representing a single multigrid iteration. This net-
work performs a single multigrid iteration on the flux of a single energy group. Takes the flux
(<I>(1k)), representative source (1), diffusion coefficients (D7) and the strictly diagonal coeffi-
cients (AJY), along with the coarser resolution coefficients, as inputs (green boxes). A number
of layer operations are performed, mathematical operations in orange, convolutional passes in

cyan, sub-model operations in yellow and upsampling in teal. The sub-models can be iterated
on multiple times. Finally it outputs the flux of the next multigrid iteration flux (<I>(1k+1)).

Arrow origins show which layer the data originated and the end of the arrow shows which layer
takes that data as input. Dimensions of layers are given on the second line of each box.

3.2.4 Multi-group network

The multigrid function and network, given by Equation (3.38) and Figure 3.5 respectively,
show how a single multigrid iteration may be applied to a single energy group g. Multi-group
problems must have balanced scattering terms, achieved through iterating until the terms
balance. Equation (3.10) shows how a block Gauss-Seidel approach is used when constructing
Sijg- The scattering term, ¥°, is constructed using the most recent flux information, achieved

by resolving each energy group sequentially.

Figure 3.6 shows the network equivalent to how energy groups can be resolved as a block Gauss-

Seidel approach. Green boxes represent inputs, Yellow boxes represent sub-networks and grey
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Figure 3.6: Multi-group network representing a single multi-group iteration. This network
performs a single multi-group iteration on the flux of all energy groups. Takes the flux (<I>(1k)),
scattering cross-sections Y, source fission term (g ), diffusion coefficients (D7) and the strictly
diagonal coefficients (A3"), along with the coarser resolution coefficients, as inputs (green
boxes). Each energy group is updated sequentially, first through updating the source term for
a specific energy group and then performing a number of multigrid sub-model iterations. The
updated flux for an energy group is then passed onto subsequent energy groups. Left out of the
figure for clarity, the inputs (green boxes) are all connected to subsequent sub-models (yellow
boxes). Finally, it outputs the flux of the next multi-group iteration flux (<I>§k+1)). Arrow
origins show which layer the data originated and the end of the arrow shows which layer takes
that data as input. Dimensions of layers are given on the second line of each box.

boxes represent outputs. For clarity, the green outputs are only shown as being linked to the
first energy group but would be linked to all subsequent energy groups. s, is a vector containing
Y%, s and ®*) and is formed using Equation (3.10). s, is then used in the MG sub-model
to resolve for @, repeating for a number of multigrid iterations until:

P ~ M), (3.40)

g
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®, is then used in s, where ¢' > g. Once all energy groups have been resolved they can be

concatenated to form ®* 1) This is repeated until:

S+ ~ W), (3.41)

An alternative to the Gauss-Seidel approach is to use the Jacobi approach to resolve all energy
groups simultaneously, which is achievable using the multigrid network alone. This is performed
by passing all N, energy groups to the MG network at the same time, only updating s outside

of this. The source term in Equation (3.10) instead changes to:

i.5.9" 71,49 g

Ny Ny
(k) s (k)
Si,j,g = )\Xg Z l/glzf /Qb. / + Z Ei,j,g’%i,j,gqsi (342)
g'=1

g=1

Equation (3.7) is an eigenvalue problem so A needs to be determined. An approximation,

usually A = 1, is used and the fission term is passed to the multi-group network where

Ny
Sfiss,g = )\Xg Z Vy 2ZIQ(I/C), (343)

g
g'=1
for each energy group g and sgs is an array containing all g of sgs ;. The power method [31]
is the method chosen here to determine the dominant eigenvalue for this problem. The im-
plementation of the power method used here is the same as [148] and functions outside of the

multi-group network.

3.3 Results

All networks were implemented in python using Keras [147] with the TensorFlow backend [90].
The following section contains solutions produced by a single neural network acting as the
multi-group solver, with pre-determined weights. The KAIST benchmark is used [149] with
a simplified fuel rod geometry, the same fuel assembly geometry and a modified reactor core

geometry.
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3.3.1 Fuel Assembly

The multi-group iteration network is now used to produce solutions to a 2D fuel assembly. This

fuel assembly is based on the KAIST benchmark [149] and uses their cross-sections.

O O O
O O
Fuel
O O O O O
D Rod
O O O O O
Control Rod
O O O O O O] or
Moderator
O O
O O O

Figure 3.7: Geometry of UOX fuel assembly.

Figure 3.7 contains the geometry for the UOX fuel assembly. This consists of a 17 x 17 lattice
containing either UOX fuels rods, guide-tubes or control rods. Depending on the simulation,
each square contains either 20 x 20 cells/nodes or 10 x 10 cells. For the 20 x 20 cells this forms
a total of 115,600 cells and 1364 cells along boundaries to enforce the boundary conditions.
The energy was discretised into seven groups, meaning the fuel assembly has 818, 720 degrees
of freedom. Each side of the fuel assembly is of length 21.42 cm meaning each cell is 0.062 cm
x 0.062 cm. Each side of the fuel assembly also has vacuum boundary conditions applied to it.

The material parameters for the nodes for the two cell configurations are given in Figure 3.8.

For solutions of the fuel assembly, two configurations are used to produce the solutions. Fig-
ure 3.7 contains spaces that can either be guide-tubes or control rods. In the first configuration,
all of these spaces are guide-tubes, representing a system where the control rods are fully with-
drawn. In the second configuration, all of these spaces are control rods, representing a system
where the control rods are fully inserted. For all solutions in this section, 2 Jacobi iterations,

100 multigrid iterations and 100 multi-group iterations were performed.
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Figure 3.8: Geometry of pins for 20 x 20 or 10 x 10 cells.
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Figure 3.9: Scalar flux (neutronscm™2s71) across the fuel assembly for three energy groups for
a fuel assembly with control rods fully withdrawn, generated using the multi-group network
with linear filters for diffusion.

Figure 3.9 contains the flux profiles for three energy groups for a fuel assembly with no control
rods inserted. The positions of the guide-tubes can be observed in between the fuel rods. It
can be observed that the pointwise difference between the Gauss-Seidel solver and the neural

network solver here is very low.

Figure 3.10 contains the flux profiles for three energy groups for a fuel assembly with no control

rods inserted. The positions of the control rods can be observed in between the fuel rods,
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Figure 3.10: Scalar flux (neutronscm™2s7!) across the fuel assembly for three energy groups
for a fuel assembly with control rods fully inserted, generated using the multi-group network
with linear filters for diffusion.

where the flux sharply decreases. It can be observed that the pointwise difference between the
Gauss-Seidel solver and the neural network solver here is very low. Figure 3.11 contains the
kg convergences for a fuel assembly with control rods fully withdrawn and inserted. It can be
observed that k.g is lower when control rods are inserted, as expected. The convergence for
the Gauss-Seidel solver and the neural network solver here are identical, as expected when the

solvers converge to the same solution.

3.3.2 Fuel Assembly - ConvFEM Filters

Figures 3.12 and 3.13 contain the scalar flux solution for a fuel assembly with control rods fully
withdrawn and fully inserted respectively. Both solutions were generated using the Quadratic

ConvFEM filter for the discretised Laplacian as defined by Equation (3.30).
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Figure 3.11: Fuel Assembly k.g vs power iteration using Multi-group network, generated using
the multi-group network with linear filters for diffusion.
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Figure 3.12: Fuel assembly flux and ke convergence for a fuel assembly solution with control
rods fully withdrawn, generated using the multi-group network with Quadratic ConvFEM filters

for diffusion.

3.3.3 Fuel Assembly - Time comparisons

Table 3.1 shows the time comparisons for 100 Jacobi iterations performed for the fuel assembly

test case. The 100 iterations were performed 400 times and we calculate the minimum, max-

imum and average of these times. The neural network implementation used the multi-group
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Figure 3.13: Fuel assembly flux and k.g convergence for a fuel assembly solution with control
rods fully inserted, generated using the multi-group network with Quadratic ConvFEM filters
for diffusion.

network (see Figure 3.6), but replaced the multigrid network (see Figure 3.5) with the Jacobi
network (see Figure 3.2) so that it is directly comparable with the Fortran implementation.
The neural network implementation was run on a single AMD EPYC 7742 CPU! and a single
24 GB NVIDIA RTX 6000 GPU. The serial Fortran implementation was run on a single CPU
of the same type as above. From Table 3.1, it can be observed that the neural network imple-
mentation on the GPU is the fastest, resulting in an average time that is approximately 4 times
faster than the Fortran implementation on the CPU, which is 5 times faster than the neural
network implementation run on a single CPU. Part of the reason as to why the neural network
implementation on the CPU is slowest, is that the convolutional filter requires 9 operations to
be performed when only 4 are required for the finite volume discretisation (and therefore only
4 operations are performed in the Fortran code, see Equation (3.27)). Iterations run on the
CPU showed a higher variability in their timings than on the GPU, which can be seen in the

standard deviations shown in Table 3.1.

'In order to run on a single CPU, the number of CPUs requested had to be set, both in the instructions to
the HPC and in the TensorFlow code.
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implementation

computational times (s)

neural network
neural network
Fortran

hardware min max  average standard deviation
AMD EPYC 7742 CPU  21.2420 23.0204 22.3475 0.5084
NVIDIA RTX 6000 GPU  1.1720 1.3999  1.1847 0.0309
AMD EPYC 7742 CPU 4.2615  4.8998  4.5892 0.2748

Table 3.1: Time comparisons for 100 Jacobi iterations performed on the fuel assembly test case
using a CPU and a GPU for the neural network solver and a CPU for the serial Fortran code.
The 100 iterations were performed 400 times so the minimum, maximum and average times,
and standard deviations are shown.

3.3.4 Reactor Core

The multi-group network is now used to produce solutions for a reactor core. This reactor core

is a simplified version of the KAIST benchmark [149] and uses the same cross-sections, with

the reflector material being replaced with the moderator material. Figure 3.14 contains the
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Figure 3.14: Geometry of Reactor Core for a simplified version of the KAIST benchmark [149].

geometry of a quarter of the reactor core. This contains a 3 x 3 grid of fuel assemblies. Each

of these are a UOX fuel assembly, with the same information shown in Section 3.3.1 but with
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10 x 10 nodes/cell in each square containing a pin. The upper and left sides have reflective
boundary conditions applied and the right and bottom sides have vacuum boundary conditions
applied, meaning the whole system represents the bottom right quarter of a reactor. The width
of the reflector is also 21.42 cm so each side of the domain (shown in Figure 3.14 is 85.68 cm.
The geometry or grid is uniform in the reflector or whole domain, meaning the number of
cells along the width of the reflector is the same as the number of cells along the width of a
fuel assembly. The reflector, therefore, contains 202,300 cells/nodes, all nine fuel assemblies
contain a total of 260, 100 cells and a total of 2724 cells are used for boundary conditions. The
energy was again discretised into seven groups resulting in 3,236,800 degrees of freedom. For
all solutions in this section, 5 Jacobi iterations, 100 multigrid iterations and 100 multi-group

iterations were performed.

Inserted Withdrawn | Withdrawn Withdrawn | Withdrawn | Withdrawn
Withdrawn | Inserted Withdrawn Withdrawn | Inserted Withdrawn
Withdrawn | Inserted Inserted Inserted Inserted Withdrawn

(a) Reactor configuration one. (b) Reactor configuration two.

Figure 3.15: Reactor core configurations where withdrawn means control rods are fully with-
drawn and inserted means control rods are fully inserted.

For the configurations of the reactor core, each fuel assembly can either have control rods
fully inserted or fully withdrawn. Figure 3.15 shows the two reactor configurations presented
here. Each fuel assembly was randomly selected to have control rods fully inserted or fully
withdrawn. Configuration one has five fuel assemblies with fully withdrawn control rods and
four fuel assemblies with control rods fully inserted. Configuration two has six fuel assemblies

with fully withdrawn control rods and three fuel assemblies with fully inserted control rods.

Figure 3.16 contains the flux profiles for four energy groups for reactor configuration one. It
can be observed that flux is higher in regions where control rods are fully withdrawn, with a

notable drop in the upper left corner where they are inserted.

Figure 3.17 contains the flux profiles for four energy groups for reactor configuration two. Again,
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Figure 3.16: Scalar flux (neutronscm™2s71) across the fuel assembly for four energy groups
for reactor configuration one, generated using the multi-group network with linear filters for
diffusion.
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the flux shows a drop where control rods are inserted, with the highest amount occurring in

the upper left corner by the reflective boundaries.

Figure 3.18 shows the k.g convergence for both reactor configurations. It can be observed that
configuration two has a slightly higher k. than configuration two, which is expected based on

the configuration.

3.3.5 Reactor Core - Time comparisons

Table 3.2 shows the time comparisons for 100 Jacobi iterations performed on the reactor core
test case. The neural network implementation was tested on the CPU and GPU (details of
hardware given in see Section 3.3.3 and in Table 3.2), and the serial Fortran implementation
was tested on the CPU. The 100 Jacobi iterations were performed 100 times. The reactor core

test case has about 4 times the number of degrees of freedom as for the fuel assembly test
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Figure 3.17: Scalar flux (neutronscm™2s71) across the fuel assembly for four energy groups
for reactor configuration two, generated using the multi-group network with linear filters for
diffusion.
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Figure 3.18: Reactor core keg vs power iteration using the multi-group network for both con-
figurations and linear filters for diffusion.
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case, which is reflected in the timings being 4 times larger for the reactor core than for the
assembly. Again, it can be observed that the neural network implementation on the GPU is
the fastest, being about 4 times faster than the Fortran implementation on the CPU, which
is 5 times faster than the neural network implementation run on a single CPU. The standard
deviations for the implementations run on the CPU are higher than those for the GPU, as was
also observed for the assembly test case. Although, there is actually very little variation in the

multiple realisations of the Fortran code (run on the CPU) and the neural network run on the

GPU.

computational times (s)

implementation hardware min max average standard deviation
neural network ~AMD EPYC 7742 CPU  88.8473 100.6071 94.5058 5.0606
neural network  NVIDIA RTX 6000 GPU  4.7403 4.8235  4.7901 0.0167
Fortran AMD EPYC 7742 CPU  16.5012  16.8404 16.6222 0.0897

Table 3.2: Time comparisons for 100 Jacobi iterations performed on the reactor core test case
using a CPU and a GPU for the neural network solver and a CPU for the serial Fortran code.
The 100 iterations were performed 100 times so the minimum, maximum average times and
standard deviations are shown.

3.4 Summary

This chapter presents a new approach that uses the tools within Artificial Intelligence (AI)
software to replicate the processes of solving partial differential equations that are discretised
through standard numerical method schemes. Two test cases are used to demonstrate the
approach, a fuel assembly and a reactor core. The fuel assembly solution is compared with a

standard Gauss-Seidel solver.

The approach here defines the weights of convolutional layers to reproduce the operations of
iterative solvers, forming a neural network that acts as a Jacobi iteration. This concept is
then extended to a standard sawtooth multigrid solver, forming a neural network that acts
as a multigrid iteration, incorporating the Jacobi neural network internally. This multigrid
network is used with another network that acts as a multi-group solver. The benefit of using
such an approach is that it allows one to exploit the power of Al software (e.g. PyTorch
and TensorFlow) and their built-in Al technologies. For example, their executions are already

optimised for different computer architectures, whether it be CPUs, GPUs, HPC or next-
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generation Al chips.

The fuel assembly test case demonstrates that the approach produces the same solution (within
the tolerance of the solver) as that obtained using a standard Gauss-Seidel approach, producing
the same k.g convergence. This test case is also used to demonstrate how higher-order filters
may be substituted into the convolutional layers for a more accurate stencil for the diffusion
operator. The approach is also extended to a more computationally demanding problem, a
reactor core. In both test cases, the neural network solver on a GPU was quicker than the
Fortran code on a CPU, resulting in one-quarter of the time. This provides a significant
speed up and the ability to utilise the GPU to perform parallel operations without requiring
knowledge of how to write code to do so. This method could be utilised as a replacement for
traditional solvers, allowing methods that utilise neural networks, such as data assimilation and

uncertainty quantification, to be performed with ease.

Future work would also involve putting the power eigenvalue iteration into the neural network.
This would enable the neural network to calculate sensitivities of the eigenvalue to material
properties, say automatically using the backpropagation algorithm of the neural network. It
is extended to transport theory in chapter 4. An important next step would be to optimise
the code and methods further (e.g. taking into account the multigrid bottleneck) so that large

problems can be run on GPUs or new AI computers.
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Chapter 4

Neutron Transport Neural Network

Solver

The content within this chapter is based on the unpublished manuscript:

T. R. F. Phillips, C. E. Heaney, B. Chen, A.G. Buchan, and C. C. Pain. Solving the discretised

Boltzmann transport equations using neural networks: Applications in neutron transport. [9]

Chapter 2 contains methods for how the high-fidelity snapshots of this chapter were generated.

Chapter 3 is a precursor to this chapter.

4.1 Introduction

The previous chapter 3 implemented a neural network solver, using Al libraries, to solve the
multi-group diffusion equation for nuclear reactor applications and eigenvalue problems. This
method is extended from the 2D space problem to a 4D space-angle problem in this chapter,
to produce a framework that can be used to solve the full Boltzmann transport problem. A
structured grid is placed across the space and a series of coarsened grids is produced (as is usual
practice, see [150, 151]) by coarsening the grid by a factor of two in each of the 4 dimensions

using simple prolongation and restriction operators.

To converge the solution the sawtooth multigrid cycle is used here, partly because, it often

has superior performance to the classical V-cycle and also because it straightforwardly maps
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onto the architecture of the U-net neural network, see [142, 152] for U-net applications and
architecture. Others have used recurrent U-net architectures[153], like the recurrent network
presented here. A single sawtooth cycle, see [154], (also a single forward pass through the U-net)
requires the formation of the discrete equation residuals on the finest grid and the restriction
of this residual onto the series of coarsened grids. Once the coarsest grid level is reached (often
one cell/variable) then a Jacobi relaxation can be applied to the coarsened equations with the
residual from the finest grid as a source. The result of this is then prolonged onto the next
finest grid and the process is repeated right up to the finest grid level, completing one cycle
of the multigrid method. This cycle, or pass through the U-net, is repeated to converge the
multigrid solution. More elaborate and better converging multigrid cycles exist such as W-
and F- cycles or extensions of the basic sawtooth cycle, see [155]. However, when running on
a GPU, say, with extreme parallelisation one may notice that performing a Jacobi relaxation
of the coarsest grid can be just as expensive as on some of the finer grids because there is
very limited parallelisation that can be extracted on the coarsest grids. Thus a compromise is
necessary between spending more time on the coarser grids (such as with the W-cycle) and less
such as with the V or saw-tooth cycles and should take into account the architecture that one

wants to run the model on.

In addition, in the multigrid method presented here, on the finest grid, the residual is passed
to an upwind discretisation method on the same grid and as well as on all coarsened grids.
This method is used because it is simple, fast and helps stabilise the multigrid solution. This
is partly done because of the difficulties in solving non-symmetric positive definite matrices
using multigrid methods, which is the case when solving the Boltzmann transport equation in
first-order form. However, despite this, major progress has been made on the use of multigrid
methods for these equations, see [156, 157]. This is important as the most commonly used
approach sweeps, in a serial fashion, through the grid or mesh updating the radiation field and

is thus not well suited to run on the highly parallel GPUs or Al computers.

One of the most commonly used discretisation methods for the Boltzmann transport equa-
tion solution is the Discontinuous Galerkin (DG) method, see original applications to neutron
transport in [158] and more recently for fluids [159]. This is often applied in linear FEM and
lumped mass form to Boltzmann transport as used in the Attila code, see [160, 161]. However,

implementing DG using this approach requires a number of neural network channels - one for
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each node of the finite element (4 for linear quadrilateral elements) - and thus a more complex
neural network is needed. This increase in complexity of DG further increases for higher-order
elements as even more channels are required. The complexity increase associated with DG is
also shared with continuous elements. For example, for quadratic continuous elements, one can
see that the stencil is different for the centre and corner and mid-side nodes for quadrilateral
elements in 2D and similarly for 3D elements. Thus new FEM is developed here called the
Convolutional FEM or ConvFEM, for short, which has the same stencil everywhere and thus
can result in much simpler neural network implementations. For the linear elements, the Con-
vFEM approach is identical to the classical bi-linear FEM approach. Other schemes such as
that used in the [162-164] that can use high order polynomials and upwind biases for stability
could also be used. This upwind bias means that one should ideally use non-centred filters to

implement them as efficiently as possible.

However, the solution of the Bubnov-Galerkin discretisations of the Boltzmann transport equa-
tions is infamously unstable, for first-order transport equations, which is also the case for sim-
ilar diamond differencing schemes. Our solution to this is to add a non-linear Petrov-Galerkin
term [165—-167], which is simply expressed as a diffusion term that we add to the overall solution
method. This not only increases the diagonal dominance of the method but also suppresses
Gibbs oscillations, see [163] for control volume oscillation suppressing schemes, producing more
realistic-looking results that are less prone to produce negative angular fluxes (unphysical so-
lutions). Other work on the use of Petrov-Galerkin dissipation for the Boltzmann transport
equations includes [168, 169]. Here, we develop a slight departure from the original, see [165],

and the above non-linear Petrov-Galerkin methods. This results in anisotropic dissipation.

The chapter is organised as follows: Section 4.2 contains the methodology, section 4.3 contains

an overview of the results and finally, a summary of the chapter is given in section 4.4.

4.2 Methodology

The first part of this section outlines the governing equations and their discretisation. The
neural network solver is then explained, along with the 4D multigrid method and how it can

be implemented as a neural network.
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4.2.1 Boltzmann Transport Equation

The simplified multi-group steady-state Boltzmann equation for neutron transport can be writ-

ten as:
Ng Ng Ng
a S _ f S
Q- Vi + S0y + > 50 by =AXg D Uy 2oy + oS by,
- (1.1
g #g g #9

Vge{1,2,...,N,},

where 1), and ¢, are the angular and scalar fluxes of the neutron population, Q = (u,v)? is the
direction of particle travel, 27 represents the absorption cross-section, Eg represents the fission
cross-section, v, is the average number of neutrons produced per fission event, 37 represents the
scatter cross-section, x, is the proportion of neutrons produced for each energy group per fission
event, IV, is the number of energy groups used and the subscript g denotes the energy group.

The diffusion coefficient, Q = (i, )7, is the direction of neutron transport. The eigenvalue, \,

1

o where:
(<3

is defined as the reciprocal of keg, that is A =

number of neutrons in one generation

ke = 5 : —. 4.2
T~ Jumber of neutrons in the preceding generation (42)
The boundary condition for reflection is:

0y

— =0, 4.3

n (4.3)

and for a vacuum or bare surface boundary conditions for incoming, to the domain, directions
(Hns )T
Vg(ttns Vn) = tng = 0. (4.4)

4.2.2 Discrete Ordinates

Here, the set of discrete ordinates that can be used to discretise in angle of particle travel are
defined. The angle is discretised by placing an octahedron on a unit sphere as can be seen
in Figure 4.1. A rectangular grid is then placed across each face of the octahedron, with a

collapsed edge/node, seen in Figure 4.1c. Each octant is then placed together to form the final
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grid across the unit sphere, shown in Figure 4.1e.

(a) Octahedron in a sphere, closed
(b) Octahedron in a sphere, open

(d) Top view of 4 octants placed(e) Final grid across the unit

(c) 4 x 4 grid on a triangle face. i
over half unit sphere. sphere.

Figure 4.1: Diagrams showing how the unit sphere is split into 8 parts - forming an octahedron
- and then how a regular N, x N, grid is placed over each of those parts or faces. Top shows
the octahedron in a sphere, the left hand showing closed and right hand showing open [170]
Bottom shows how a regular grid is placed over the octahedron. Diagrams showing the grid for
a single face and the corresponding unit sphere.

Although a 4 x 4 grid is shown, if the grid is kept square (i.e. N, x N,), and N, is a power of
2, then this is a convenient way for the multigrid approach to be utilised through angle as well
as space. Each cell in each face represents a discrete ordinate or SN direction. If Ny = 8 faces

are used this results in N, x N, x Ny discrete ordinate or SN directions.

Although any number of faces could be used, 8 faces is an ideal number as the directions are
similar for every cell within each face as each face occupies an octant. If u,, v, and &, represent
the angles for a direction n from the x-axis, y-axis and z-axis respectively of the unit sphere.

Each face, therefore, contains directions where all N, x N, directions have the same sign such
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that:

n>0Vn or p,<0Vn, (4.5)
v, >0Vn or v,<0Vn, (4.6)
& >0Vn or & <0Vn, (4.7)

where each face contains a different combination of the three angles. Each direction (which is
the mean direction over the patches shown after projecting onto the unit sphere) also has a
corresponding weight or area of the patch associated with it (p,). On the unit sphere, assuming

coordinates (u, v, ), the mean directions are given, for patch n, by:

Hn = ) Upn = ’ n ’
Jg dS Js dS Js dS

B fsn pdS _ fsn vdS _ fsn £dS (4.8)

and p, = fSn dS and in which 5, is the surface patch on the unity sphere, see Figure 4.1e.
For a 2D system &, = 0 for all N. Some of the inaccuracies in the surface area calculation are

accounted for by normalising the weights p,, such that:

N

an = 4. (49)

n=1
After integrating over each path of the unit sphere n and then dividing through by the area of

the patch p,, for a given direction n and energy group g, Equation (4.1) becomes :

0 0 ~ .
,un% + Vna—y + aTn,g} Yng =Gng, Vne{l1,2,...,N}, Vge{l,2,..., Ny}, (4.10)

in which u, is the angle relative to the x-axis, v, is the angle relative to the y-axis, g7n, g is the
total cross section for direction n and energy group g, zﬁmg is the angular flux for direction n and
energy group g and g, , is the source of neutrons. The discrete ordinate directions (pu,, v,)7 is
formed from the average direction associated with each patch n on the unit sphere. The angular
flux (v) and emission of neutrons (¢) are determined from the scalar flux (¢) and representative

source term (s, Equation (4.1)) respectively:

7vZn,g = pn&g/pn = (59 5 Qn,g = pnsg/pn = Sg, (411)
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and we have divided through by p, because we have divided the entire equation by p,, and for

an isotropic source for group g of s,.

For a multi-group problem, assuming isotropic scattering, the total cross-section of neutrons
Orn,g at a node represented by indexes 4,7, and for direction n and energy group g, that is

OTijmg = (Orn,g)ij, is defined using:

Ng
OTijmg = Sig + D S0 iisr T E€{1,2,., No}. (4.12)
g =1
g #9
After the angular flux in all Ny directions has been determined, the scalar flux can be calculated

using:
Ny
¢g = an¢n,g; (413)
n=1

in which the quadrature weights are equal to the area p, of each patch n on the unit sphere
associated with direction n, see Figure 4.1. The code for the quadrature sets including the

directions and weights (patch areas) can be found in the GitHub repository [171].

4.2.3 Discretisation in Cartesian space

An upwind control-volume discretisation of the Boltzmann transport equation in 2D with a

regular mesh of N, x N, nodes can be written as:

<¢i,j,n,g - ¢i—1,j,n,g) (1/)1'—1,1}7%9 - 77bdi,j,n,g)

H(pin) s + H(—pn) pin o
(Yutigg = Viigo1,) ($imtimg = Yims)
H ~ ,],9 2] 9 7_[ _ ~ 7,7 ;1,9 2,7,1,9
+ (Vn)l/ Ay + ( Uﬂ)” Ay
NQ NQ NQ
a s _ s f
2% g Pigng + Z Ei,j,n,g—)i,j,g' Pijmg = Z Zi,j,g'—)i,j,n,g(bi»jygl +AXg Z Viisg Ei,j,g/ ¢iﬁj,n,s§4'14)
g =1 g'=1 g'=1
' #g

Viedl,3,..,N, — 1}, Vie{l,3,..,N, —l}, Vg e {1,2,..,N,}, Vn € {1,2,.., Ny},

in which subscript n represents direction, H(v,,) = 1 if v, > 0 else H(v,) = 0, Az and Ay
are the uniform cell or node widths in the z and y directions respectively, N, and N, are the

numbers of nodes in the x and y directions respectively, the subscripts ¢ and j refer to the cells
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in the « and y directions respectively, N, is the number of energy groups, the subscript g refers

to the energy group and ¢; ;. 4 represents the scalar flux in energy group ¢ in cell or node 4, j.

For the incoming zero angular flux directions, we set the halo values, around the domain, to
zero (bare surface boundary condition, see Equation (4.4)). For outgoing flux (no boundary
condition needed) we fill the halo nodes with the values of the solution just inside the domain
and next to the boundary. This approach enables us to have the same stencil everywhere and
results in a highly efficient implementation. For the upwind scheme, this adjustment to the
halo values does not change the solution (because of the full upwind bias of the discretisation)

but it does affect the solution from the Petrov-Galerkin method (below).

The Petrov-Galerkin method, see [172], applied to Equation (4.10) can be expressed, in filter

form, as:

Trg = F(Pngi ttaWa) + F(Wogi vawy) + P, ey o Wpigfae) + FPT(W, kyn,g=wDiffyy) — f(Qn.g; wmi) = 0, (4'15)

in which ¥, 4 is a N, x N, matrix containing all ¢; ; , , components for angle n and group g, f
represents the filter operations for advection (first two terms of equation (4.10)) and is a matrix

of size N, x N, for example at node 4, j its component values are:

l l
f(‘Ijn,g; Pdnww)‘i,j = Z Z anxu,v\pi,j,n,ga

u=—lv=-1

(4.16)

Vne{1,2,..,Ng}, Vg€ {1,2,... . N}, Vi e {1+1,2,....,N, — I}, Vj € {1 +1,2,....N, — I},
(4.17)

and f<Pin equation (4.15), are the diffusion filter operations for the numerically stabilising
diffusion used in the Petrov-Galerkin method - noticed that this is applied anisotropically in
the x- and y-directions from the non-linear stabilisation within the Petrov-Galerkin method
(see next section). g, , in Equation (4.15) contains the scatter and removal operator as well as
the fission source from the eigenvalue problem r.h.s. of Equation (4.22). We often collect the
scalars fi,, vy, Vn into the vectors g = (uy pg ... un,)", v = (v1 va ... puy,)*. We use a lumped

approximation for this term and thus w,,; is a 1 x 1 filter containing the mass AxAy associated

71



with all the nodes. The other filters wg, Wy, Wpiffzz, WDiffyy are matrices of size (204 1) x

(2{+1) and are the result of discretising the operators 8%, a%’ 8‘9—;, 8‘9—;2 respectively, see Appendix
for definitions for various ConvFEM discretisations of these operators. For computational speed,
it can be more efficient to use f(¥,, 4; ptnWg + v, w,) rather than (W, o; g, we )+ F (¥, 4; vwy)
in equation (4.15). In the above r,, is the discrete equation residual and the source g, 4

effectively gathers all the terms without spatial gradients in Equation (4.14).

The diffusion calculation is formed for directions x- and y- using the identities:

) Ny, 1/ 92 - 9% - -2 ‘
_8_1‘ (ka:n,g 8x9> == (@(kxn,gqpn,g) + kzn,g@an,g - Q/Jn,g@kxn,g) analytlcal form

2
(4.18)
~ f(Kang © Wng Wpiffea) + Kang © f(¥ng Wpiffaa)
— W, 0O f(keng; WDiffza)
= fk'Diﬁ?(\Iln,g; Kzng: WDiffaz) discretised form
(4.19)

) . 1/ 92 - 9% - .92 ,
_8_y <kyn7g ayQ) =3 <@<kyn,gwmg) + kyn7g@_y2w”’g — wmga_kayn,g) analytical form

(4.20)
~ f(ky,, © Voo Wpigtyy) + Ky, , © F(Wng Wpigsyy)
=W, O f(ky, ,; WDiffyy)
= fk'DiH(\Iln,g; kyng,’wDiffyy) ; discretised form
(4.21)

where © denotes the Hadamard product which performs entrywise multiplication, kg, 4, ky,, g

are IV, x N, matrices containing all diffusion values in the x- and y-directions k;; ; , 4, kyijng
and f¥P represents the application of the convolutional layer with weights associated with
the discretised Laplacians in the x-direction 88—;2 ~ Wpiffze and y-direction 6‘9—; ~ WDiffyy-
The equations (4.19) and (4.21) act as a definition of f%*Piff and show how it is used to form

second order derivatives.
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The discretised form of Equation (4.1) can therefore be written, in matrix from, as:
A¢p = \B¢. (4.22)

in which ¢ is the entire solution vector and thus the matrix A contains the absorption, diffusion
and scattering out of energy groups from the left-hand side of Equation (4.14), matrix B
represents the fission terms in the right-hand side of Equation (4.14) and the vector ¢ contains
the values of the scalar flux for each cell in every energy group. The matrices are of size
Ny(N; — 1)(Ny, — 1) by Ny(N, —{)(N, — 1) in which we have not counted the halo nodes.
Although a 2D discretisation is given here, the methods could be applied in 1D or 3D.

4.2.4 Neural network filters

This section describes the neural network filter and shows how they can implemented as a
convolutional layer of a neural network using pre-determined weights. All networks were im-
plemented in python using Keras [147] with the TensorFlow backend [90]. A convolutional
layer has a filter or kernel, which is a small grid (smaller than the input data and typically of
dimension 3 x 3, 5 x 5 or 7 x 7) whose cells have values known as weights associated with them.
The filter is applied to part of the input by multiplying the input value by the weight in the
overlapping cells. The products are summed to produce the output. The filter is then applied
to a neighbouring part of the input and another output is created. This process is repeated
until the filter has passed over all the input data. The action of a 2D convolutional layer on
a 2D input can be written as follows as shown in Equation (4.16). In compact form this is

generally:

at! = f(al ;w). (4.23)

n7g

The weights of the filter are represented by w,, and are contained in the filter in matrix form
w and, in this case, the size of the filter is (20 + 1) x (2l + 1). A filter acting on one piece of

input data, with [ = 1, can be seen in Figure 4.2.

For the upwind approximation of advection (see Equation (4.14)), the filter weights have dif-
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Input (Nx x Ny) Filter Sum of Values  Updated Red Value
1[2[5[4]1

1[275]4]1 0-1]0 01-5]0
12[5]4]1 14-1] = |-2)204] = [4]
1[2/5]4]1 0-1]0 0.-5/0
1/2]5]4]1

Figure 4.2: A convolutional filter which applies the discretised diffusion operator (a five-point
finite-difference stencil) in 2D to 9 cells or grid points. The filter is first applied to all the cells
in the blue block on the left; the result of which can be seen in the blue block after the equals
sign. The 9 values are then summed to give the value in the red block on the right which is the

output value.

ferent values, based on the the signs of u, and v,. For the x-direction:

or

and for the y-direction:

or

Wy, =

Wy =

0

=1
Ax

0

0
0
0

0 0
Lo if g, >0, (4.24)
0 0

0 0

L L) if p, <0, (4.25)

0 0
0 0

A%J ol if v, >0, (4.26)
;—; 0

A%, 0

;_; ol ifv, <0. (4.27)
0 0

As previously established, Section 4.2.2, every direction in each face has the same sign of u,

and v,. This means that each face requires one set of filters. A 2D filter is sufficient for a
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2D problem with isotropic scattering. If ¥, ,, = f(¥,,;w,) and ¥, ,,, = f(¥, s w,) is
the convolutional discretising the advection in the x- and y-directions, then there are Ny of
these filters associated with the discrete ordinate faces shown in Figures 4.1. Each filter is then
applied to all N, x N, directions for a single face. Using the Jacobi method the iteration for

direction n and energy group ¢ can be represented as:

T =dy O (dey OO — 1), (4.28)

n,9

in which the vector d,, , contains the diagonal of the matrix or filter upwind discretised system
multiplied (see Equation (4.14)) by a factor 5 (8 = 3 is used here) to introduce relaxation into
the scheme on the finest grid when the Petrov-Galerkin discretisation is applied. The inverse
Hadamard product [146], used in the above, is defined d%»;l RS m The superscript k
refers to the iteration level and the residual r,&’fﬁ, is formed from equation (4.15) with the most
recent value of the angular flux \Il%kz, When the upwind scheme is applied on the finest grid

and on all coarsened grid levels 5 = 1 is used. Figure 4.3 details the architecture of the neural

network that performs the Jacobi iteration given by Equation (4.28).

4.2.5 Space-Angle Multigrid

Here we define the 4D multigrid method used here. 4D is generated from 2D in Cartesian
space and 2D in angle. The schematic shown in Figure 4.4 shows how it works and it has the
following parts: (1) We assume in space and in angle (similar in multi-dimensions) that we have
a different filter for each discrete ordinate direction but the same across space. (2) In angle
we simply add the directions, or patches on the unit sphere, together to form coarser discrete
ordinate equations. (3) In Cartesian space we discretise on the coarser grids to form the coarse
grid equations on each multigrid level. It should be noted that the material properties are
mapped to a coarser grid using a harmonic average before the discretisation on the coarser
grids is formed. The same discretisation is used on each multigrid level but with different cell
or node sizes Az, Ay. The multigrid restriction and prolongation operations associated with

this multi-grid method are shown in the schematic 4.5.

We show the multigrid cycle used to form the iterative space-angle multigrid solution method

in Figure 4.6. This shows a single sawtooth cycle multigrid iteration with two restrictions.
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and lIly

g (k+1)

Ny X Ny X Output

NaxNaXNf

Figure 4.3: This is a schematic of the Neural network, .J, representing a single Jacobi iteration.
This network performs a single Jacobi iteration on the flux of a single energy group. Takes the
angular flux (¥®), source (q), angular velocities (u,v) and the strictly diagonal coefficients
(d®~1) as inputs (green boxes). A number of layer operations are performed, mathematical
operations in orange and convolutional passes in cyan. Finally, it outputs the flux of the next
Jacobi iterations (¥**1). Arrow origins show which layer the data originated and the end of
the arrow shows which layer takes that data as input. Dimensions of layers are given on the
second line of each box.

2 O OO

[ o0

2 @] o @]

& i L i

s

w »
Space

Figure 4.4: Space and Angle multigrid schematic showing how the multigrid method works.
The different shapes show that the filters are different for each angle direction or ordinate (SN).

First, the residual from the Petrov-Galerkin method, Equation (4.15) is sent down through all
the multigrid levels by restriction. Then the upwind scheme is used with the Jacobi iterations
on each of the grids starting from the coarsest space-time grid and working up to the finest
grid. On the finest grid level, a Jacobi iteration is applied using the upwind scheme and then

the Jacobi iteration is applied to the Petrov-Galerkin method but with an enhanced diagonal
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~ o

Figure 4.5: Restriction and prolongation (reverse arrow operation) operations in 1D. In 4D
instead of restricting two variables/nodes or cells, 2% variables are restricted in the 4D space
and angle multigrid method.

) caleulated using equation (4.15) wlkth — ‘I’(lk) + A\Il(lk)
L J
"'(lk) E\/\I’l<k) = UpSamp(A\Ifgc))
, —(k , k) e
Lt P 5 sy 7 a0 (3R )

° >
.\Q_ FrmotF. g /' IN (A\Ilz(k)d2®_1,32>

RN

Aw) = (o,dg—l, 33)

Figure 4.6: A sawtooth cycle multigrid iteration, with the subscript indicating the resolution
and superscript representing the multigrid iteration and J( - ) representing a Jacobi iteration.
The residual is calculated and restricted twice. These residuals are used, along with Jacobi
iterations, to determine the change in flux. After the finest level is reached, the flux is updated
and the process repeats.

described by Equation (4.28). That is, as shown in Figure 4.6, a Jacobi iteration is performed
on the lowest level (subscript 3) to determine A\Ilék). This is prolongated to estimate Zlelz(k)
from which Jacobi smoothing is performed to obtain A\I’(zk). This repeats until the finest level
is reached (subscript 1), where the flux is updated (k + 1) and the process is repeated for a

number of multigrid iterations.

The residual calculation using convolutional layers is given by Equation (4.15) using the Petrov-
Galerkin method. The restriction is done in two stages. In the first stage the residual is modified

by multiplying the flux in each angle by its weight, p,, and AxAy:
et = purynAzAy, (4.29)

in which k represents the iteration level (it increments after a multi-grid cycle such as shown

in Figure 4.6) and in the second stage a convolutional operation is performed:

ry) = Fri Y wg), (4.30)



with filter weights:

An upsampling convolutional layer is applied from one solution level to the next finest level
using the convolutional operation UpSamp( - ), see Figure 4.6. This operation simply copies
the coarser grid solution to the finner grid solutions. Thus, upsampling layers repeat values
within an array, increasing the dimensions of the data [147], resulting in an approximation for
the data at a finer mesh:

\IA'/l(k) — UpSamp(@") (4.32)
Although not shown in Figure 4.7 the Jacobi networks, given by the yellow boxes with a J( - ),

also have a set of i, and v, as inputs, which is dependent upon the restriction level in angle.

IC)
» | Ny x Ny x
NaxNafo
NJ( 'N)
e x
Noo No'y
) 1 kD)
%Zx_fix Ng;XNyX
%x%fo NaxNafo

Figure 4.7: Multigrid network, MG, representing a single multigrid iteration. This network
performs a single multigrid iteration on the flux of a single energy group. It takes the angular
flux (¥*)), source (q), angular velocities (u,1) and the strictly diagonal coefficients (d; ), along
with the coarser resolution coefficients, as inputs (green boxes). A number of layer operations
are performed, mathematical operations in orange, convolutional operations in cyan, sub-model
operations in yellow and upsampling in teal. The sub-models can be iterated on multiple times.
Finally, it outputs the flux of the next multigrid iteration flux (¥®**V). Arrow origins show
which layer the data originated and the end of the arrow shows which layer takes that data as
input. Dimensions of layers are given on the second line of each box.

Figure 4.7 shows how the multigrid iteration would look as a single network. Green boxes
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contain the inputs, blue boxes are convolutional layers, orange boxes are mathematical functions
as layers, yellow boxes are sub-networks, teal boxes are upsampling layers and the grey box is
the output of the network. The second line in each box is the dimension of the output. This

can be written as:
l:I;’(lk—i_l) = MG <‘I’(1k)7 qi, a1, B, V, da d?_lv dg_17 dg_l) (433)

where MG is a function that calculates the result of one sawtooth multigrid iteration.

4.2.6 Optimised Anisotropic Non-Linear Petrov-Galerkin Dissipa-
tion

t W, = F(¥,w,) and ¥, ,, . = f(¥, ,;w,) then a diffusion coefficient, based on the

Petrov-Galerkin method in [173] and also presented in [172], can be given by:

akabisn,g|h
€k + %(|‘I’w,n,g| + |\I’y,nyg|) 7

kabsn,g = (4.34)

in which the dimensionality of the system here is D = 2. A second diffusion coefficient, based on
[165] and also described in [166, 172] all be it with the use of the 1-norm rather than 2-norms,

can be given by:

Oék:squareRn,gzh
ek + 5(|@ng © Cangl + 1dng © Pyny

D(®hang + Pyng’) (4.35)

ksquare n,g — Pxn,g

where g, 4 is:
2 2
€+ Wang + Wyng

Qng = (4.36)

For both diffusion coefficients, h = %(Am + Ay) and € is a small value chosen so that the
resulting diffusion does not become too large — it is set to €, = 0.001 in this work. The O(1)

scaling coefficients agaps, Qksquare are defined here as:

2P 2P
Qabs = E; Uksquare = Ea (437)

where p is the polynomial order of the finite element expansion: p = 1 for linear 3 x 3 filters,

p = 2 for quadratic 5 x 5 filters and p = 3 for cubic 7 x 7 filters. The scalars, Equations (4.37),
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increase with increasing p because the residual R, , gets smaller with increasing p. If p > 1
then R, 4 can instead be determined by subtracting the lower order expansion from the higher

order expansion:

Ruy = [pnf(Cngiwy) + vaf (Tngiwy)] = [1af (Crg;wg™) + vaf (U giwy )] (4.38)

in which wkow wz’;“ow are lower order (by one) filters than those used in the rest of the simulation
e.g. if the filter size in 3D is 5 X 5 x 5 then the lower order size might be 3 x 3 x 3. This R, 4
effectively forms the residual of the discrete system of equations and results in a particularly

impressive performing method. To obtain high rates of convergence use:

Ry = [pnf (Zngiwy™ ") + v f (g wy™")] = [pnf (Vgiwy) + v f (Tngiwy,)]  (4.39)

High High

in which w,*9", w, ™" are higher order (by one) filters. Equation (4.39) can be derived by
placing the current solution W, , into the higher order discretised equations and then subtract
the current discretised equations (which have a zero residual) from the high order discretised
equations (which have a non-zero residual). The result is Equation (4.39). A mixed mass ap-

proach to residual approximation can be similarly derived to obtain the residual approximation:

Ry o= Brf(pinf (P ws) + v f(Ph g5 wy); my " 'm — 1T, (4.40)
where m; = ArAy is the lumped mass term and thus m;' = m, m is the mass filter

associated with the finite element matrices, see appendix. [, is a coefficient where 3 has
been found effective. A maximum diffusion coefficient is considered to be the diffusion whose

magnitude is the same as that of advection and is thus:

Kmazng = \/(Ax,un)2 + (Ayv,)? (4.41)

and the final diffusion coefficient, combining the above conservative values of diffusion, is given
by:
kn,g = m'l:n{kmaam,gy kaps n,g» ksquare n,g}- (442)

Anisotropic Residual based Diffusion for Non-Linear Petrov-Galerkin Dissipation
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A major advanatage of representing the discrete equation residual from just the gradients is that
we can form residual contributions from different directions and in this way form anisotropic
diffusion coefficients that stabilize the method. This is what we do here and is the approach
used in the applications. Now the residual in each direction in tern can also be estimated from

the mixed mass approach as:

R$n,9 = ar,unf( .f(\:[ln,g; ww)Q mL_lm - I), (443)

Ryn,g = arynf( f(‘I’n,gQ wy); mL_lm - I) (444)

This provides an opportunity to apply anisotropically the Petrov-Galerkin diffusion — that is
to apply different diffusion in different directions. In its simplest form this can be achieved

through for example (using the previous approach but for each coordinate in turn):

akabs|an,g|AZE akabs|Ryn7g|Ay

kmabs n,g — y k absn,g — s (445)
I (5k + |f(‘I’n,g§ wm)D v I (Gk + |f(‘I'n,g§ 'wy)|>
and the second set of diffusion coefficients are:
S uareR n ZA S 'LLQ’V’CR n 2A
km squaren,g — Yhsq g < ky squaren,g — Yhsq ym.g Zy, (446)

€ + |,un|‘I'mn792 ‘ € + |Vn|\Ilyn,g

and the diffusion coefficients in the x- and y-directions respectively are:

kan,g = mMin{kemazn,g, Kz absn,g, Be squarengt,  Kyng = MIn{kymazn.g, By absn,g, KBy squaren.g},
(4.47)
in which Kz mazn.g = Ax|p,| and Ky maazn g = Ay|vy|. This form, Equation (4.47), of anisotropic
diffusion is the approach followed here because on structured grids aligned with the diffusion di-
rections this is particularly effective with minimal discretisation error. However, Equation (4.47)
can be generalised further by avoiding assuming that the diffusion is aligned with the coordi-
nate system. Initially, for simplicity, we will assume the system is 2D. This then enables us to

define another residual from:

Rayng = o f( Mnf(‘I’n,QQ wz) + an(‘I’n,QQ 'wy)5 mp~'m — I), (4.48)
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with an associated diffusion coefficient of

Labs |R:1:yn,g |

f\Iln,; x f‘I’n,§ ’
(€k+| (DAgmw )l +\ (DAgywy)\)

(4.49)

ka:yabs n,g —

Now we have three diffusion coefficients so one might find the largest of these three coeffi-
cients and rotate the coordinate system so that it is aligned with this diffusion direction, either
(ttn, 0)T, (0,,)" then project the other two directions so they are orthogonal to this direction
and choose the largest of the remaining diffusion coefficients (after the projection). This be-
comes the orthogonal diffusion then rotate the system back to the original system to form the

final diffusion tensor. A similar approach can be applied in 3D but then 6 residuals are formed

e.g.
Reyeng = o f( pnf (Wngs We) + UnF(Whg wy) + & f (Phg; w,); mp~m — I), (4.50)

as well as Ry, 4 as defined above in Equation (4.48) and where &, is the 3™ direction on the

unit sphere in the discrete ordinate angular discretisation.

4.2.7 Neural Network Filters for the Convolutional Finite Element
Method (ConvFEM)

The basic idea is to add discretisation stencils together in order to form an average stencil that
looks the same at every node of the FEM mesh. One can see the stencils are different by looking
at the 1D quadratic element. For this element, the node at the centre of the element has a
direct link (through the FEM stencil) only to the nodes of that element (3 of them including
the node itself) while the other nodes have direct links to all the nodes of the 2 elements they
belong too and are thus linked directly to 5 nodes including the current node. This difference
in stencils can also be seen from node to node in Figure 4.8a. The basis functions for quadratic
1D element discretisations are shown in figure 4.8a. To form the new ConvFEM discretisation,
these different discretisations are simply added together to form another discretisation which
looks the same everywhere. If there is a lumped basis function then it looks like an average of

the two basis functions — see Figure 4.8b.

For a 2D quadratic element (Figure 4.9a) the node in the centre of the element is connected
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directly to only the nodes of the element (8 of them) and the edge nodes of the element are
directly connected only to the 2 elements that it belongs to (15-1=14 of them) and the corner
nodes are connected to all of the nodes belonging to the four elements that it belongs to (25-
1=24 of them). At the bottom we have highlighted (green box of Figure 4.9a) the 4 nodes
around which the stencils need to be averaged for 2D and for 3D quadratic elements there
are similarly 8 nodes around which averaging is necessary. For cubic elements, one needs to

average, in 2D, over the 9 nodes shown in Figure 4.9b with the green box around these 9 nodes.

For example, when adding the two equations together for 1D quadratic elements the mass

discretisation becomes:
1
/Eg(zviZNjcj + 8,3 5,05V (4.51)
J J

in which N; and S; are the basis functions of the two discretisations in 1D and for diffusion

discretisation we thus have:

1 [ ON; < ON; 9S; x— 05,
/ 2((% S TSRS T axcj> W 45

The finite element method (FEM) filter weights used in section 4.2.6 are constructed from
the finite element basis functions. The basis functions for a number of nodes, dependent on
the order, are summed together and averaged. The 1D quadratic basis functions are shown in
Figure 4.8a. By taking the basis functions for the two neighbouring nodes, and averaging them,
the overall basis functions for the same element are shown in Figure 4.8b. See the appendix for

all the 2D filters needed for the ConvFEM discretisation used here.

The required elements needing to be averaged for quadratic and cubic elements are shown in

Figure 4.9.
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(a) Quadratic basis functions for a single ele- (b) Averaged basis functions for three ele-
ment ments

Figure 4.8: FEM Basis functions for quadratic 1D elements.
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(a) Quadratic element indicating in the green
box the nodal equations that are to be aver-
aged.

(b) Cubic element indicating in the green box
the nodal equations that are to be averaged.

Figure 4.9: Nodes within green boxes will have their associated discrete equations averaged.
The blue nodes indicate the nodes of the 2D quadratic and cubic elements.

84



4.3 Results

4.3.1 Straight Duct problem

6 cm

Region

Region Region Region

36 cn 6 cm

Region

28 cm

Figure 4.10: Diagram of single duct problem.

Source (neutronscm=2s7!) X% (em™!) X (em™h).

Region 1 1 0.5 0
Region 2 0 0.5 0
Region 3 0 0 0

Table 4.1: Source and cross sections for the three regions of the straight duct problem.

Figure 4.10 shows the diagram of the single duct problem. This domain is a 36cm x 28cm
and contains a 6cm x 6cm source in the centre. Two regions of absorbing material are either
side of the source and two ducts of width 6cm run along the y-axis either side of the source.
The source and cross sections for the three regions are listed in table 4.1. This problem is
mono-energetic, so no scattering occurs, and has a source, so no power iteration is required.

Four different spatial resolutions are used: 45 x 35, 90 x 70, 180 x 140 and 360 x 280. These
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four spatial resolutions have spacing between the nodes or cells of Ax = 0.8cm, Az = 0.4cm,
Az = 0.2cm and Az = 0.1cm respectively all with Ay = Axz. All dimensions of length are in
cm. Simulations with Az = 0.8,0.4,0.2 and 0.1 are resolved with Ny = 8 and N, = 4 resulting
in 128 total angular directions. For the finer resolution in angle simulations use Ny = 8 and
N, = 8 resulting in 512 total angular directions and Ax = 0.1. The finer resolution solutions
were generated using 500 multigrid iterations and all other results in this section were generated

using 100 multigrid iterations.
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(a) Scalar flux (neutronscm~2s71) across the (b) Scalar flux (neutronscm=2s7!) vs y (cm)
straight duct problem. at x = l4cm.

Figure 4.11: Solution for the straight duct problem generated using a neural network with a
pure upwind solver with a spatial resolution of Az = 0.2cm.

Figure 4.11 shows the solution for the single duct problem with the upwind method. Notice
that there is a sharper change in flux at the boundary between source and tunnel, at y = 21cm.
The centre of this problem is at x = 14cm and y = 18cm, which appears at the left-hand side
of figure 4.11.

Figure 4.12 shows the solution for the single duct problem with Petrov-Galerkin residual added
and using quadratic ConvFEM filters. Unlike Figure 4.11 the boundary interface at y = 21cm
appears smoother. Figure 4.13 shows the Quadratic and Quintic ConvFEM filter solutions for
Az = 0.1 using 128 and 512 angles. It can be observed that the solution for 128 angles has
a slight curve around the tail end, whereas the one with 512 angles does not have this. The

solutions for Az = 0.1 using 512 angles are therefore used for the subsequent comparisons.

Figure 4.14 shows the 1D flux profiles for all filters at Az = 0.8 and Ax = 0.4. Figure 4.14a

is the 1D flux profiles for Az = 0.8 and this shows an obvious difference between all filters,
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(a) Scalar flux (neutronscm~2s71) across
the straight duct problem with the Petrov-
Galerkin.

(b) Scalar flux (neutronscm=2s7!) vs y(cm)
at z = 14cm.

Figure 4.12: Solution for the straight duct problem with the Petrov-Galerkin generated using
a neural network with Quintic ConvFEM filters with a spatial resolution of Az = 0.2cm and
using 128 angular directions.
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(a) Scalar flux (neutronscm=2s7!) vs y (cm) (b) Scalar flux (neutronscm2s7!) vs y (cm)
at r = 14cm generated using a neural network at £ = 14cm generated using a neural network
with Quadratic ConvFEM filters. with Cubic ConvFEM filters.

Figure 4.13: Scalar Flux generated using a neural network with Quadratic and Cubic ConvFEM
filters for Ax = 0.1 using 128 and 512 angular directions.

with the linear filter solution being much lower at the centre. When Az is decreased to 0.4, the
linear filter is the only one that shows a difference, with the quadratic, cubic and quintic all
producing the same solution. Figure 4.15 shows the 1D flux profiles for all filters at Az = 0.2

and Az = 0.1. At these values of Az all four filters converge to the same solution.

Figure 4.16a shows the Quadratic ConvFEM filter solutions for the four different spatial res-

olutions. As the spatial mesh is refined the peak flux in the centre tends to increase. The
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at © = 1l4cm for Az = 0.8 using 128 angular at © = l4cm for Az = 0.4 using 128 angular
directions. directions.

Figure 4.14: Scalar Flux generated using a neural network with Linear, Quadratic, Cubic and
Quintic for Az = 0.8 and Ax = 0.4.
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(a) Scalar flux (neutronscm=2s7!) vs y (cm) (b) Scalar flux (neutronscm2s7!) vs y (cm)
at £ = 1l4cm for Az = 0.2 using 128 angular at © = 1l4cm for Ax = 0.1 using 512 angular
directions. directions.

Figure 4.15: Scalar Flux generated using a neural network with Linear, Quadratic, Cubic and
Quintic ConvFEM filters for Az = 0.2 and Az = 0.1.

same pattern is seen when the cubic filters are used, shown in Figure 4.16b. Figure 4.17 shows
the error at the domain centre: z = 18cm and y = 14cm for each solution compared to the
highest resolution solution, which is generated using the ConvFEM Quintic 9 x 9 filter with
Az = 0.1. It can be observed that the error decreases as the order of the filter increases, with

the exception of Az = 0.2.
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with Quadratic ConvFEM filters. with Cubic ConvFEM filters.

Figure 4.16: Scalar Flux generated using a neural network with Quadratic and Cubic ConvFEM
filters for Az = 0.2,0.4 and 0.8 using 128 angular directions and Az = 0.1 using 512 angular
directions.
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Figure 4.17: Error at x = 18cm and y = 14cm compared to the ConvFEM Quintic filter solution
at Ax = 0.1 vs Ax. Second, Fourth and Sixth Order Convergence are plotted for reference.
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4.3.2 Fuel Assembly

The multi-group iteration network is now used to produce solutions for a 2D fuel assembly.

This fuel assembly is based on the KAIST benchmark [149] and uses their cross-sections.

O O O
O O
Fuel
O O O O O
D Rod
O O O O O

Guide-Tube
® O O O O O] or

Control Rod

Figure 4.18: Geometry of UOX fuel assembly.

Figure 4.18 contains the geometry for the UOX fuel assembly. This consists of a 17 x 17 lattice
containing either UOX fuels rods, guide-tubes or control rods. Each square in the figure contains
8 x 8 cells, forming a total of 18,496 cells along with 544 cells to enforce the boundary conditions.
The energy was discretised into seven groups, meaning the fuel assembly has 133,280 degrees
of freedom. Figure 4.19 contains the material parameters for the nodes in each pin. Each side
of the fuel assembly is length 21.42cm meaning each cell is 0.1575cm x 0.1575cm. Each side
also has Vacuum boundary conditions applied to it. The material parameters for each pin are
shown in figure 4.19. For solutions of the fuel assembly, two configurations are used to produce
the solutions. Figure 4.18 contains spaces that can either be guide-tubes or control rods. In the
first configuration, all of these spaces are guide-tubes, representing a system where the control
rods are fully withdrawn. In the second configuration, all of these spaces are control rods,
representing a system where the control rods are fully inserted. This test case is multi-group
and the power method [31] is the method chosen here to determine the dominant eigenvalue

for this problem. The implementation of the power method used here is the same as described
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Figure 4.19: Geometry of pins.

in chapter 2 and the implementation of the multi-group network is the same as [174]. For
all solutions in this section, 3 Jacobi iterations, 100 multigrid iterations and 100 multi-group

iterations are performed.
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Figure 4.20: Fuel assembly flux and k.g convergence for a fuel assembly solution with control
rods fully withdrawn, generated using a neural network with the upwind method.

Figures 4.20 and 4.21 contain the scalar flux solution for a fuel assembly with control rods fully
withdrawn and fully inserted respectively. Both solutions were generated using the upwind

method. k.g is notably lower when the control rods are fully inserted, as would be expected.

Figures 4.22 and 4.23 contain the scalar flux solution for a fuel assembly with control rods
fully withdrawn and fully inserted respectively. Both solutions were generated using a neural
network with Quadratic ConvFEM filters and the Petrov-Galerkin method. The solutions
are similar to the upwind, although k. is slightly higher for both solutions. The solution
using the upwind method, Figures 4.20 and 4.21, are similar to the Petrov-Galerkin method
with quadratic ConvFEM filters, see Figures 4.22 and 4.23. Although as expected the added
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Figure 4.21: Fuel assembly flux and ke convergence for a fuel assembly solution with control
rods fully inserted, generated using a neural network with the upwind method.
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Figure 4.22: Fuel assembly flux and ke convergence for a fuel assembly solution with control
rods fully withdrawn, generated using a neural network with Quadratic ConvFEM filters and
the Petrov-Galerkin method.

dissipation associated with the upwind method results in a slight reduction in the maximum

scalar flux in all the energy groups.
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Figure 4.23: Fuel assembly flux and ke convergence for a fuel assembly solution with control
rods fully inserted, generated using a neural network with Quadratic ConvFEM filters and the
Petrov-Galerkin method.

4.4 Summary

In this chapter, we extend the methods of chapter 3 to the Boltzmann transport equation.
These methods are extended to a space-angle multigrid solution method, which can extract the
level of parallelism necessary to run efficiently on GPUs or new Al computers. Demonstrating
that the neural network solvers presented here work on the full transport problem means that,
at a minimum, the computational speed-up would be equivalent to those presented for the
diffusion approximation in chapter 3. This occurs if angles are resolved sequentially, whereas if
the architecture is set up to solve all angles simultaneously, the computational speed up would

be much larger.

Additionally, the Convolutional Finite Element Method (ConvFEM) is developed. This enables
one to have the same stencil at every node of the finite element mesh, unlike other high-order
FEM approaches. This is important as it enables one to have simpler implementations using
Al software, as the number of filters is greatly reduced. One would need a different filter for
every FEM node stencil for conventional FEM approaches. The accuracy of the higher order
(quadratic, cubic and quintic elements with 5 x 5, 7 x 7 and 9 x 9 stencils compared to the 3 x 3
stencils of linear FEM) methods was shown here. The linear FEM and ConvFEM are the same

method and the only difference is between the higher order FEM and ConvFEM approaches.
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Finally, A new non-linear Petrov-Galerkin method that introduces dissipation anisotropically is
introduced. The solutions are not stable when purely central or Bubnov-Galerkin discretisations

are used but the additional Petrov-Galerkin dissipation helps stabilise them.

The use of Al libraries is an attractive approach due to several benefits. It allows one to utilize
highly optimised software, run on various computer architectures, and benefit from the large
quantity of community-developed Al and ML applications (e.g. mixed arithmetic precision or
model parallelism). Taking the lead from large neural networks that have been created and
new Al computers (such as Cerebras 2 with nearly a million cores), this approach can be used
for exascale computation in theory. Furthermore, as the overall method is essentially a neural
network, experience with other neural network applications suggests it can be combined with
other neural networks that solve other equations (e.g. fluid equations) to solve multi-physics
problems by coupling different physics-based models for a more comprehensive view of the

reactor.

Future directions include optimizing the code and methods to be able to run large 3D problems
on multiple GPUs or new Al computers and testing the performance of the methods on these

computers, as well as extending the approach to unstructured meshes.
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Chapter 5

Reduced-Order Modelling

This chapter covers Proper-Orthogonal Decomposition which is used in Chapters 6, 7 and 8.

It also covers autoencoders and their variants, which are used in chapters 6 and 7.

5.1 Introduction

This section briefly describes the key stages of constructing a projection-based reduced-order
model, including explanations of proper orthogonal decomposition (POD) and the method of
snapshots, singular value decomposition, selecting POD basis functions and constructing a
projection-based reduced-order model. Finally, an overview of autoencoders is given, along

with a description of variational and hybrid SVD-AE is given.

5.2 Proper Orthogonal Decomposition

Proper Orthogonal Decomposition (POD), introduced by Lumley [175], is a method used to
identify the most energetic coherent structures within turbulent flow fields. This technique can
be used for data acquired from experiments as well as from numerical simulations. In the case
of numerical data, the numerical data is stored in a matrix, S, with columns as individual
snapshots of the solution of the high-fidelity model for a particular set of parameters. The
matrix S is N by M, where N is the number of spatial degrees of freedom and M is the number

of snapshots. POD allows a snapshot to be decomposed into a finite number of coefficients (o)
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and POD basis functions or modes (1;) as follows:

where q; is a scalar and ¢, ¥; € RY. POD gives the optimal linear representation of the data
in the snapshots’ matrix. In order to find the POD basis functions, the average squared error
between the snapshots and their projection onto the basis functions is minimised [57]. This

leads to an eigenvalue problem, which was originally written in the form
SSTp; = pjap; Vji€EN, (5.2)

where p; is the eigenvalue, 1; is the eigenvector, and, without loss of generality, it is assumed
that the eigenvalues are given in descending order and that the eigenvectors have been orthonor-
malised. For a large number of degrees of freedom, this problem quickly becomes challenging to
solve, and it was Sirovich [54] who noted that the same (non-zero) eigenvalues could be found

by instead solving the following, more tractable problem

for eigenvectors . Called the method of snapshots, its lower computational burden has led to a
wide uptake of POD for analysing results from numerical simulations [5, 176]. Assuming, again,
that the eigenvalues are arranged in descending order, the eigenvectors of the two problems (5.2)

and (5.3) are related through
1
N

Finding the POD basis functions can also be done by taking a singular value decomposition of

the snapshots’ matrix [57], which we now describe briefly. For a real N x M matrix S, where

N > M, the singular value decomposition of S is as follows:

S=UxVv7T, (5.5)

where U is an N x N matrix consisting of orthonormalised eigenvectors associated with the M
largest eigenvalues of §ST and V is an M x M matrix consisting of orthonormalised eigenvectors

associated with S7S. Here, the POD basis functions are the columns of U. The matrix ¥
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contains the non-negative square roots of the eigenvalues of S7S (called the singular values)

on its diagonal. These singular values are ordered as follows:
oL =09=-=0py=0. (5.6)

A reduced rank approximation to S can be found by setting to zero all but the first P largest
singular values in the matrix ¥, and then pre- and post-multiplying by U and VT respectively.
This will give the optimal rank P approximation of the matrix S according to the Eckart-

Young-Mirsky theorem [177].

5.3 POD Basis Functions

For some problems, a few basis functions will capture much of the behaviour of the system (as
represented by the snapshots), and this is seen by the magnitude of the first few singular values
being much larger than the remaining singular values. In such cases, the POD basis can be
truncated without introducing much error. To determine how many basis functions should be
kept, an empirical expression can be used that relates the number of basis functions retained to
the fraction of information captured by them. The amount of information carried by each basis
function depends on the square of its singular value. Suppose that the fraction of information
of the original system to be captured is v, where 0 < v < 1, then the lowest integer value of P
is sought, such that the following is satisfied:
P 2
% > . (5.7)
After truncation is applied (if indeed it is), the basis functions are stored in the matrix R €
RN*F If the SVD has been used then the first P basis functions from U are retained to make
up the columns of the matrix R. If no truncation is applied then P = M (i.e. the number
of basis functions is equal to the number of snapshots). If either of the related eigenvalue
problems are solved to determine the basis functions, then, once orthonormalised, the first P
eigenvectors are retained to make up R, either from Equation (5.2) or Equations (5.3) and (5.4).
The complexity of solving the eigenvalue problems is O(N?) for Equation (5.2) and O(M?) for
Equation (5.3). For an SVD, the complexity is O(N M?) (see Golub et al. [31]), thus, for large
problems (many snapshots but where N > M), the eigenvalue problem in Equation (5.3) will
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be the cheapest to solve.

Once R has been determined, the P reduced variables a associated with a snapshot ¢ can be

determined from the basis functions by:

a=RT¢, (5.8)
and the cell-based scalar flux values can be recovered from the reduced variables by:

¢ = Rox, (5.9)

where R represents the POD basis functions and a the POD coefficients or reduced variables.

Equation (5.9) is the matrix equivalent of Equation (5.1).

5.4 Constructing a Reduced-Order Model for Criticality
with POD

Having found the POD basis functions for the system, the discretised governing equations can
be projected onto the reduced space. By inserting Equation (5.9) into Equation (2.12) and
pre-multiplying by R”, the reduced system of equations is found:

RTARa = ARTBR« (5.10)

where the matrices A and B both depend on the material parameters 2%, ¥° X/. This
reduced system of equations has matrices of size P by P, whereas the original system given in

Equation (2.12) is N by N where N > P.

In this research, the aim is to construct a reduced-order model based on a set of snapshots, each
of which corresponds to a particular configuration, and to use this model to predict solutions
for previously unseen configurations. An important point to address is how to modify the
reduced system in Equation (5.10) for unseen parameters. One possibility is to exploit an
affine decomposition of the matrices A and B, by calculating RT A;R and R” B;R as part of
the offline stage, where A; is the ¢th matrix in the affine decomposition of A, similarly for B,;.

These matrices could be interpolated in order to approximate the matrices corresponding to
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an unseen parameter [85]. Although accurate for the problem solved in Heaney et al. [85], this
method can in general be inaccurate [178] for unseen parameters. Another approach would be
to use the Matrix Discrete Empirical Interpolation Method [179], which involves sampling the
high-fidelity model matrices A and B at a relatively low number of points before pre- and post-
multiplying by R? and R respectively, in order to estimate A and B for the unseen parameter.
For both these methods, the sampling of A and B, and their pre- and post-multiplication by
the POD basis functions would be part of the offline stage, whereas the interpolation of the
resulting reduced matrices would be part of the online stage. As the aim of this research is to
demonstrate an autoencoder-based ROM for eigenvalue problems, a simple method is chosen
which avoids approximation due to sampling but would be impractical for large problems.
To evaluate RTAR and RT BR for an unseen parameter, the high-fidelity model is used to
assemble A and B (Equations (2.8) and (2.12)) and then pre- and post-multiplied by R” and R
respectively. This would not be practical for systems with large number of degrees of freedom,
as the online stage, in which R” AR and R” BR are approximated for the unseen parameter,
should be independent of the high-fidelity model for reasons of computational efficiency. Future
work will involve larger-scale problems, for which more computationally efficient methods will

be investigated.

For the POD-based ROM, the offline stage consists of solving the high-fidelity model many
times for different material parameters (cross-sections), see Equation (2.12) and Algorithm 2.
In this research, the POD basis functions are determined by solving the eigenvalue problem as-
sociated with the method of snapshots, see Equation (5.3). The online stage of the POD-based
ROM consists of assembling the matrices A and B for a given set of parameters, projecting
these matrices onto the reduced space and then solving with the power method. The outer
iteration algorithm for the POD-based ROM is very similar to that of the high-fidelity model
(Algorithm 2), except for the passing down of the POD basis functions from the outer to the
inner iterations. The so-called inner iterations are described for POD-based ROM in Algo-
rithm 3. (Although there are no iterations, the description ‘inner iterations’ is still used for
Algorithm 3). Here the reduced-order model, Equation (5.10), is used to solve for the scalar
fluxes. The right-hand side of Equation (5.10) is evaluated using the current value of scalar flux,
resulting in a system that can be solved for the reduced variables. As the system is small, the
problem is solved directly with Gaussian elimination. There is no need to use the eigenvalue in

the source term (see line 2) as, once passed back to the outer iterations, the flux is normalised.
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However, it is included here as it is needed in the inner iterations for the autoencoder-based

reduced-order models seen in the next chapter.

Algorithm 3 POD-based reduced-order model: inner iterations

function POD_INNER_ITERATIONS(A, B, ¢, \, R)
: s=A (RTB) o) I set a source with values from the outer iterations

1:
2
3: solve the reduced-order model for a:
4: (RTAR)a=s
5
6

¢ = Ra I find the updated scalar flux from the reduced variables
return ¢

5.5 A Standard Autoencoder

An autoencoder is a special type of feed-forward neural network that is trained to learn the
identity map. A bottleneck at its central layer forces the autoencoder to learn a reduced repre-
sentation of the data. The simplest (vanilla) autoencoder has an input layer with n neurons, a
hidden layer with m neurons where m < n, and an output layer with n neurons. The values of
the neurons in the hidden layer define the latent space and can be referred to as the latent vari-
ables. Networks with additional hidden layers can learn more complicated patterns creating a
more effective representation of complex data. An autoencoder can be split into two networks:
the encoder, which maps an input to the latent variables, and a decoder, which maps from the
latent variables to the output. If the input vector is given by & € R", the output vector by
x € R" and the latent variables of the hidden layer by y € R™, then the autoencoder can be

written as a composition of functions as follows
= fAE(CC; wAE) — fDEC (y; wDEC) — fDEC (fENC(w; ,wENC>; ,wDEC) (5'11)

where fAF fENC and fPEC represent the autoencoder, encoder and decoder respectively, with

associated weights w”F, w™ ¢ and wPFC.

Figure 2.1 illustrates a fully-connected autoencoder with 6 layers (only layers with trainable
weights are included in the total), 5 of these are hidden layers. Neurons can have connections
with sending neurons from the previous layer (except for those in the input layer) and with
receiving neurons from the following layer (except for those in the output layer). In this diagram,
the input and output layers have 6 neurons each and the latent space is of dimension 1. The

grey arrows indicate how the information passes through the autoencoder from left to right.
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The input to a neuron is calculated as a weighted sum of the outputs of the sending neurons
to which it is connected and a bias term. The output of the neuron is the evaluation of the
activation function for this weighted sum. For example, the output of the ith neuron of the

hidden layer of the vanilla autoencoder described above, is given by

Y=g (Z w?jNij + b,-) (5.12)
j=1

where g is the activation function, b; is the bias of the ith neuron, {x;}}7_, are the values of the
sending neurons connected to the ith neuron and w;; is the weight of the jth sending neuron

of the ¢th neuron in the hidden layer.

The data available to build the network is customarily split into three parts: training data,
validation data and test data. The use of these data sets in the training process will now be
described. The activation function and number(s) of neurons in the hidden layer(s) are examples
of hyper-parameters of the network, and the weights and biases are referred to as parameters of
the network. For given hyper-parameters, the objective of training the autoencoder is to find
weights that minimise the so-called loss function, which, for regression problems, is often taken
as the mean squared error of the reconstruction:

Nex Nex

1 -, 1 ae ae
NQXZH%'—%'HQ: NeXZHaf]’—f (x5 w™) |* (5.13)
P =1

where N is the number of samples or examples used to train the autoencoder and the norm
used is the Euclidean norm. Based on gradient descent-type methods, a back-propagation
algorithm is used to optimise the weights by solving

NeX
1
w™ = arg min - > ey — £ (g 0™) [ (5.14)
wae ]:1

In order to find the optimal hyper-parameters, less sophisticated approaches than back-propagation
are employed, such as cross-validation [180]. This involves training a number of networks each
with a different set of hyper-parameters and comparing the performance of these networks on
the validation data. The best-performing network is selected and can be re-trained with both
the training and validation data combined. The performance of this network is then assessed

on the test data.
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5.5.1 Variational Autoencoder

The variational autoencoder (VAE) is a type of generative network. The latent space of any
autoencoder can be sampled and then decoded, however, for a VAE, the latent space is struc-
tured so as to produce an output that looks realistic for every sampled value. To develop
this generative capability, the latent space is regularised to ensure it possesses two proper-
ties [181]: continuity (two points close in latent space will be ‘similar’ when decoded) and
realism (any point in the latent space will be meaningful when decoded). The training process
for a VAE [182] involves encoding the input as a distribution over latent space; sampling a
point from latent space; and then decoding the sampled point. As usual, the loss is calculated
and back-propagated to update the weights of the network. For N** training examples, the loss
of the VAE is written as

Nex

> —Ellog p,(z|y)] + KLgs(y|z), p(y)] (5.15)

i=1
where z is the input, y is the latent variable, E is the expectation, p and ¢ represent the encoder
and decoder respectively, with their associated weights 6 and 7, and KIL is the Kullback-Leibler
(KL) divergence. The first term is the negative log likelihood, which measures how closely
the decoded samples match the inputs, and the second term is the regularisation term, which
ensures that the network develops a well-structured latent space. Although such autoencoders,
by construction, will not fit the training data perfectly, they might be able to generalise better
than a standard autoencoder, being more likely to produce meaningful results for arbitrary
values in the latent space. the difference between the encoder’s distribution gs(z|z) and the

Gaussian distribution p(y) and regularises the distribution of the encoded inputs.

5.5.2 SVD-Autoencoder

The length of the input to the autoencoder is one factor that governs the difficulty of training
an autoencoder. The longer these vectors are, the more parameters (weights) there are to be
adjusted during optimisation, which increases the computational cost. To combat this, the
dimensionality reduction can be split into two steps. The first step is to apply an SVD to
the inputs of the autoencoder (i.e. the snapshots). A basis is obtained and the snapshots are

projected onto the resulting low-dimensional space yielding reduced variables ac (just as is done
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in POD-based ROM), see Equation (5.8). This reduces the length of the input vectors from the
number of degrees of freedom of the problem (/N) to the number of basis functions (P where
P < N). The second step is to train a fully-connected autoencoder with the reduced variables
of the snapshots (or the subset of these that have been selected for training), thereby further

reducing the dimensionality.
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Chapter 6

Autoencoder-based ROM

The content within this chapter is based on:

T. R. F. Phillips, C. E. Heaney, P. N. Smith, and C. C. Pain. An autoencoder-based reduced-
order model for eigenvalue problems with application to neutron diffusion. International Jour-

nal for Numerical Methods in Engineering [10]

Chapter 2 contains methods for how the high-fidelity snapshots of this chapter were generated.
Chapter 5 contains methods for Proper-Orthogonal Decomposition that were used within this

chapter.

6.1 Introduction

Chapter 5 describes Proper-Orthogonal Decomposition (POD), a commonly used method for
Reduced-Order Modelling [5, 176]. The POD basis functions are found by taking a Singular
Value Decomposition (SVD) of the snapshots or by solving a related eigenvalue problem. Using
the basis functions, a Galerkin projection can be applied to the discretised governing equations
(i.e. the high-fidelity model) to produce the reduced system of equations. For HFMs whose
operators can be affinely decomposed, the Galerkin projection will be applied to all the matrices
in the decomposition. Finding the reduced system for an unseen parameter can be done by
interpolating the resulting reduced system matrices. Reduced-order models produced by this

method are referred to as projection-based reduced-order models [65].
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One type of neural network ideal for dimensionality reduction is the autoencoder. A type
of unsupervised (or self-supervised) feed-forward neural network, the autoencoder learns the
identity map with a network architecture that includes a bottleneck. The central bottleneck
layer forces the autoencoder to learn a reduced or low-dimensional data representation. The
neurons in this layer determine the so-called latent space and are referred to as latent variables.
These types of networks are common in image classification and identification [112, 113], and
have been used with great success to fill in gaps in images [114] and to remove noise from
data [115]. Several authors [117-119] have highlighted the connection between autoencoders
and SVD (or PCA), namely that an autoencoder with one hidden layer and linear activation

functions can produce basis functions than span the same space as basis functions derived from

an SVD.

This connection between the autoencoder and the SVD paves the way for an autoencoder to be
seen as a tool to perform nonlinear dimensionality reduction (by choosing nonlinear activation
functions) and therefore to be used as an alternative to the SVD/PCA [112, 120]. Amongst
those early to recognise the potential of the autoencoder for dimensionality reduction within
a model reduction framework were Milano et al. [121], who reconstructed the near wall field
from computational solutions for pressure and shear stress at the wall. The suitability of
autoencoders for dimensionality reduction has been established, and several authors have since
explored their use in reduced-order models, mostly non-intrusive reduced-order models. One
of the strengths of the autoencoder is it is a nonlinear embedding which also means that the
reduced-order system will be nonlinear and is, therefore, more complex to solve than for a
POD-based ROM. For non-intrusive models, this nonlinearity does not present any additional
challenge and no change in the algorithm is required, hence the greater uptake of autoencoders
in NIROM-type methods. For example, Gonzalez et al. [116] and Wiewel et al. [122] both use
a convolutional autoencoder to reduce the dimension of their problems and Long Short-Term
Memory networks to learn the dynamics. The former demonstrates their method of interacting
vortices in a 2D box and 2D lid-driven cavity flow. The interacting-vortices problem aims
to demonstrate the location invariance properties of convolutional networks. The long-term
statistics of the flow, as embodied by the turbulent kinetic energy, are captured much better
by the autoencoder-based method than by the projection-based POD-Galerkin model. Coming
from the field of computer graphics, Wiewel et al. [122] solves 3D problems with millions

of spatial degrees of freedom. Their reduced-order model can produce realistic simulations
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of complex dynamical systems such as sloshing waves, colliding bodies of fluid and smoke
convection. Their reduced model runs approximately two orders of magnitude faster than their

high-fidelity solver.

Although in many areas, adding diffusion or solving diffusion problems often leads to smooth
and well-represented fields with POD basis functions. However, in other areas, such as reactor
physics, one is often confronted by problems with abruptly changing fields similar to advection
problems. A good example is a control rod that is partially inserted into a reactor, where one
would see a near zero flux within the control rod and a much higher flux a small distance away
from the control rod; see the scalar flux solutions shown in Buchan et al. [183] for instance. This
similarity between advection and diffusion problems is also seen in discretisation methods such
as the Self-Adjoint Angular Flux method [184], in which the first order transport equations
are transformed into a series of diffusion-like equations with the application of a least squares

principle and a particular weighting.

This chapter describes the first application of an autoencoder-based reduced-order model to an
eigenvalue problem, producing a method that utilises the governing equations of the system
with a non-linear form of dimensionality reduction. Also presented is a novel hybrid SVD-
autoencoder method that combines an SVD with an autoencoder. This is useful as training a
fully-connected autoencoder with a long input vector is computationally expensive. Without
the SVD, the length of the input vector would be equal to the number of degrees of freedom
of the problem. Applying the SVD reduces the length of the input vector to, at most, the
number of snapshots. It is demonstrated that the autoencoder-based method can achieve a
higher degree of accuracy at smaller numbers of latent variables than POD. ROM methods
utilising autoencoders for dimensionality reduction should result in the same benefits as the
POD methods listed before this, primarily a reduction in computational time of multiple orders

of magnitude.

The chapter is organised as follows: Section 6.2 contains the methodology, section 6.3 contains
an overview of the 1D case, section 6.4 contains an overview of the 2D case and finally, a

summary of the chapter is given in section 6.5.
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6.2 Methodology

POD defines a linear map between the scalar fluxes ¢, and the corresponding reduced variables,
a, see Equation (5.8). Using an autoencoder for the dimensionality reduction means that the
map between these variables will, in general, be nonlinear. For eigenvalue problems, which
are inherently nonlinear [185], using an autoencoder rather than POD for the dimensionality
reduction, adds an additional level of non-linearity. To construct a reduced-order model, the
nonlinear mapping between the reduced variables and the scalar fluxes needs to be linearised

and the reduced system of equations needs to be derived. Both points are now elucidated.

Suppose that we have a known state of reduced variables & and scalar fluxes gg, and wish to
find the change in the scalar flux A¢ due to a small change in the reduced variables Aa.. We

can linearise the map C between these variables using a first order Taylor series as follows:

Ap = C(a)Aa, (6.1)
where A¢p = ¢ — ¢, (6.2)
Aa = a—a, (6.3)
and C(a) = % o (6.4)
The scalar flux ¢ can therefore be approximated as
p=Cla)a—Ca)a+¢. (6.5)

In order to calculate C(&), perturbations are made to & from which the entries of C can
be inferred. Each of the P entries in & are perturbed in turn by a small value, which yields
a column of entries in C. The kth perturbation simply adds a small number € to the kth

component of a, so, for example, the second perturbation is given by

Aa = (0,¢,0,0,...,0) 7. (6.6)

P entries

The decoder can be used to calculate the scalar flux corresponding to the perturbed reduced
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variables ¥

"o = PP (Fa) = PP (a+FAa) . (6.7)

The change in the scalar flux can be calculated by subtracting the known state ¢ from the
above. The kth column of C' is now known:
ko — b kA
Cir(ar) = 00 20 Vi, (6.8)

€ €

where ¢; is the jth component of the scalar flux. Once every component of the reduced
variables a has been perturbed, the C matrix will be fully determined. Having found C,
the map between the reduced variables, a, and the high-fidelity model variables, ¢, can be
calculated using Equation (6.5). In this equation, the nonlinearity is introduced by C' as its
values depend on the reduced variables. When using a dimensionality-reduction method such

as POD, this map is linear and is independent of the reduced variables, see Equation (5.9).

With the map between the reduced and high-fidelity model variables now established, the
projection-based ROM, using an autoencoder, can now be developed. When solving the high-
fidelity model, an inner iteration loop solves for the scalar flux, and an outer iteration loop
normalises the flux and solves for the eigenvalue. Instead of solving a reduced-order model of
the generalised eigenvalue problem, directly, shown in Equation (5.10), we replace the inner
iterations with a reduced-order model to approximate the flux, but use the outer iterations,
unmodified, to normalise the flux and find the corresponding eigenvalue. Therefore, we look
to develop a reduced-order model for the equation solved in the inner iterations of the power
method, see line 3 of Algorithm 1,

Ap=s, (6.9)

where the right-hand side term, s = A\ B¢, uses the latest values for the eigenvalue and
scalar flux that have been calculated in the outer iterations. Substituting Equation (6.5) into
Equation (6.9), rearranging and pre-multiplying the result by CT gives the reduced system of

equations for the autoencoder-based ROM:
(CT(@)AC(&)) Aa = CT(&)s — C" (&) Ad. (6.10)

As this system is relatively small for the examples used in this paper, it is solved with Gaussian

elimination. The algorithm for the inner iterations, which solve for the scalar flux, is given
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in Algorithm 4 in which the dependence of C' on & has been dropped for readability. Regu-
larisation has been applied to the reduced-order model by adding a small number, ¢, to the
diagonal of CT AC as, without this, there is no guarantee that this matrix will be non-singular.
The regularisation will also ensure that the iterative change in reduced variables (Aa) will not
become too large. Note that this is a modified power iteration, as the eigenvalue is included
in the source term. For the standard power method, this is not required when determining
the flux, as normalisation renders this unnecessary. However, in line 11 of the algorithm, the
right-hand side of this expression has a source term and an additional term, meaning that the
size of the source term is now important. Both autoencoders described in Sections 5.5 and 5.5.2

can be used in the reduced-order model framework described in this section.

We remark that in order to solve the intrinsically nonlinear eigenvalue problem, (whether from
the high-fidelity model or reduced model) the power method is deployed. This method uses an
inner iteration to solve for the scalar flux, and an outer iteration to normalise the flux and solve
for the eigenvalue. Due to the linear map R between the reduced variables and the high-fidelity
model variables, the inner iterations for the high-fidelity model and POD-based ROM solve a
linear system (line 3 in Algorithm 1 and line 4 in Algorithm 3 respectively). However, for the
AE-based ROM, the map between the high-fidelity model variables and the reduced variables
is nonlinear, which results in an additional iteration loop (lines 8 to 19 in Algorithm 4), within

which, is the linear solve (line 11).

The methods outlined in chapter 5 (POD-based ROM) and section 6.2 (autoencoder-based
ROMs) are applied to two test cases. Before presenting the results, the error measures that are
used to compare the methods are introduced, followed by an explanation of how the material
parameters (cross-sections) are homogenised. The first test case is a 1D slab reactor and results
from a POD-based ROM and an AE-based ROM are presented. Further comparisons are made
between a POD-based ROM and an AE-based ROM constructed with fewer reduced variables.
The second test case is a simplified 2D reactor. For this case, results are presented for ROMs
based on POD, on an autoencoder and a hybrid SVD-autoencoder. The reduced-order models

were developed in python using Keras [147] with the TensorFlow backend [90].
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Algorithm 4 AE-based reduced-order model: inner iterations

1: function INNER_ITERATIONS(A, B, ¢, \)

2 k_max = 100

3: a_tol =108

4 s =\Bg I set a source with values from the outer iterations
5 ¢(0) — o: A0 — X; a0 — fENC(¢(0))

Iinitialise with values from the outer iterations

6: k=0

T not_converged = True

8: while not_converged do

9: calculate C™ for a*) using Equation (6.8)
10: solve the reduced-order model:
. (CW)TACH +T) Aak+D = (CH9)Ts — (CH)T A
12: al+tt) = o) + Aa+D I update variables

13: A¢(k+1) — CH A+
14: ¢(k+1) _ ¢(k) + A¢(k+1)
15: if (Aa®*tV) < a tol or k = k_max) then
16: not_converged = False
17: @ — pt)

18: else
19: k< k+1

20: return ¢

6.2.1 Error measures

To assess the accuracy of the results, a number of error measures are introduced. In all the
expressions, the reduced-order model solutions are measured against the high-fidelity model
results. First, the error committed in the dimensionality reduction step is evaluated. For the
POD-based ROM, this error is incurred by projecting the high-fidelity model solutions onto
the reduced space and for the AE-based ROM this error occurs during the compression and
de-compression of the high-fidelity model solutions by the autoencoder. For the SVD-AE-
based ROM, the error is due to both projecting the solution onto a space defined by POD

basis functions, and compressing and de-compressing with an autoencoder. The normalised
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maximum errors in the reconstruction of the solution are defined here using

"OP(4)

HFM _ (R RT HHFM
P ( ® >k: where k = argmax | ;" — (RRT¢HFM)i E

e
||¢HFM||OO i € cells

(6.11)

AE (¢HFM) _ ¢EFM B (fAE(¢HFM))k

max

(&

[ where k = argmaxc | ¢, — (7). 1

(6.12)

D)

HFM _ (R fAE ( RT HHFM
O (”q{HFM(” ¢ ))k where k = argmax | /"™ — (RfAE (RTq’)HFM)))Z. |,
00 i € cells

(6.13)

for the POD-based ROM, the AE-based ROM and SVD-AE-based ROM respectively, where
|| - || Tepresents the maximum norm, i and & represent cell indices, and the superscript ‘HFM’

indicates the flux is associated with the high-fidelity model.

Second, the error in the scalar flux of the reduced-order models is calculated. The normalised

maximum error in the flux profile is determined by

HHFM _ 4ROM

Emax (P"M) = where j = argmax | ;"™ — ¢ oM | | (6.14)

1™ oo i € cells

in which the superscript ‘ROM’ indicates the solution is from a reduced-order model (either

POD-based or autoencoder-based), and i and j represent cell indices.

Calculating the error in keg is done by comparing the value calculated by the high-fidelity model
with that of the reduced-order model:

(kROM) k,HFM kROM_ (615)

As keg is usually close to one, no normalisation is applied.

Finally, an average maximum error is defined, where, for /N sets of material parameters resulting

in N solutions of the high-fidelity model and N solutions of one of the reduced-order models:

— PROM (1) |

‘ ¢HF
Emax(P"OM) = Z i ¢HFM (6.16)

HZ)HOO
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where p; refers to the parameters (i.e. the macroscopic cross-sections) used for the Ith problem.
Until this point, dependence of the solution on the material parameters has not been explicitly
indicated (for readability), however here it is required. A similar error measure can also be

used to find the average maximum error in keg:

ROM N Z ‘ kHFM kROM( ) 7 (617)
and the average maximum error in the reconstruction:
N
HFM) HFM)
€max ¢ - N Z max ¢ | ) (618)

where DR represents one of the three dimensionality reduction methods used: POD, AE or

SVD-AE.

6.2.2 Homogenising the Material Parameters

In the test cases that follow, there are fuel regions and also control-rod regions, within which
the control rods can be fully inserted, completely withdrawn or partially inserted. In the latter
case, the cross-sections will be calculated by combining the cross-sections for fuel and control
rod. Control-rod regions are assumed to have a uniform distribution of the averaged properties
of the mixture within the system based on a mixing coefficient for each region. This can be

written as follows

hom = rza + (1 - T) ?uel? (619)
=r3 4+ (1 =75, (6.20)

hom

where the mixing coefficient, r, for a given region, lies between 0 and 1, and the subscripts
‘hom’; ‘cr’ and ‘fuel’” indicate a homogenised cross-section, and cross-sections of the control
rod and the fuel respectively. If r were chosen to be proportional to the amount of control
rod present in a control-rod region, the high absorption of the control rods would dominate
the homogenised cross-section. In order to address this, the reciprocal of the absorption cross-

sections are averaged:

1 z 1—=2
= — h € 0,1]. 6.21
Eizlom 2 " Z(fluel e s [ ’ ] ( )
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By combining Equations (6.19) and (6.21) it can be shown that the mixing coefficient is given

by

sz |
ue . 6.22
(- (6.22)

T =
ZE?uel

In this way, the desired amount of control rod in a region can be chosen by setting z, converting

this into a value for r by using Equation (6.22), and then calculating the homogenised absorption

and scattering cross-sections from Equations (6.19) and (6.20).

6.3 1D Slab Reactor

The length of the slab reactor is 10cm, and it consists of fuel and two control-rod regions
labelled as 1 and 2 in Figure 6.1. Region 1 is located between 2.2 cm and 2.5 cm on the z-axis,

region 2, between 7.5 cm and 7.8 cm. This test case was used by Buchan et al. [186]

Fuel

0 1 2] 3 4 5 6 7 [8 9 10 zaxis (cm)

Figure 6.1: Geometry of a 1D slab reactor consisting of fuel and two control-rod regions (re-
gions 1 and 2).

Table 6.1 contains the macroscopic cross-sections used for the control rods and the fuel. The
control rods can be fully inserted, completely withdrawn or partially inserted into regions 1
and 2. In the latter case, the cross-sections for these regions will be calculated by combining the
cross-sections for fuel and control rod through mixing coefficients as described in the previous
section. The amount of control rod in region 1 will, in general, be different from that of region 2,
henceforth, z; and r; refer to region 1, and 2, and 79 refer to region 2. 144 cells were used
in the control-volume discretisation although 44 of these were used to enforce the boundary

conditions, resulting in a system with 100 degrees of freedom.

To generate the data necessary to build the reduced-order models, 200 problems were solved
using the high-fidelity model with different control-rod settings. This was done by choosing

values for z; and zy at random from the interval [0, 1] and using Equations (6.22), (6.19)
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DILEEED VLD Wi

Fuel 045 2 0.5
Control Rod 0.9 2 0

Table 6.1: Macroscopic cross-sections for the 1D slab reactor (units cm™!).

and (6.20) to calculate the corresponding cross-sections. The control-volume discretisation
along with the cross-sections determine the matrices A and B in Equation (2.12). Given an
initial guess for the scalar flux, the system in (2.12) is solved with the power method as described
in Section 2.3 yielding 200 solutions of the high-fidelity model. One hundred of the high-fidelity
model solutions were treated as snapshots and were used to generate basis functions (either by
applying POD or by training an autoencoder). These snapshots are referred to as ‘seen’ data
(in the context of ROM) or as training data (in the context of neural networks). The remaining
100 solutions were used in the online stage to test how good the models were at predicting
solutions for unseen data (i.e. parameter sets whose corresponding solutions were not included
in the snapshots). This data is referred to as unseen data (in the context of ROM) and as
test data (in the context of neural networks). Two reduced-order models are compared: a
POD-based ROM and an autoencoder-based ROM. The models have 10 reduced variables (10
POD coefficients for the POD-based model and 10 latent variables for the autoencoder-based
model). Following this, a POD-based model and an autoencoder-based model are developed

with just two reduced variables.

6.3.1 POD-based Reduced-Order Model

The first method to be tested is a POD Galerkin method, which uses POD and the SVD
to determine basis functions, projects the discretised governing equations onto the subspace
defined by the POD basis functions, and results in a generalised eigenvalue problem of reduced
dimension, Equation (5.10), to be solved in the online stage for a given set of macroscopic cross-
sections. This method is described in Section 5.4. The 200 sets of parameters that generated
the high-fidelity model results are used again to obtain the matrices A and B. The system
of equations describing the POD-based ROM, given in (5.10), is solved for each problem using
the power method described in Algorithms 2 and 3, and Section 5.4 using numpy’s Gaussian
elimination function to solve for the reduced variables. Half of the results have been seen by

the model and half have not been seen.
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6.3.2 Autoencoder-based Reduced-Order Model

In this method the dimensionality reduction (or compression) is performed by an autoencoder
instead of an SVD. Making this change requires an additional iteration loop when solving
the reduced-order model as explained in Section 6.2. For the online prediction, an initial
flux guess is compressed using the encoder. Following this, the C' matrix is formed by using
Equation (6.4). The system in Equation (6.8) is then solved, the flux is decoded and passed to
the outer iterations, and the whole process is repeated until k.g converges. In order to compare

with results from the previous section, the autoencoder compresses to 10 latent variables.

Autoencoders with different architectures were trained in order to optimise the hyper-parameters.
Once trained, the networks were evaluated on the validation data and the network with the low-
est loss (or mean square error in this case) was assumed to have the optimal hyper-parameters.
From 4 to 16 layers were tested with up to 100 neurons in each layer. Their effect was less
significant on model accuracy than some of the other hyper-parameters, although smaller net-
works were seen to outperform larger networks. It was found that the exponential linear unit
(ELU) [187] was the best performing activation function, giving better results than the Rectified
Linear Unit (ReLU), the Scaled Exponential Linear Unit (SELU) and the Hyperbolic tangent
activation function (tanh). Batch sizes of 10, 25 and 100 were also compared during training
and it was found that the smallest batch size resulted in the lowest validation loss. The initial
learning rate of the optimiser was set at 1073 and the minimum value this can reduce to on

stagnation of the loss was varied from 107* to 1077,

The best performing architecture comprised 4 fully-connected layers with the following number
of neurons in each layer:

100 — 32 — 10 — 32 — 100 .

The activation function for every layer was the exponential linear unit (ELU); the optimiser
used was ‘Nadam’ [188] with an initial learning rate of 107 and a minimum learning rate of
107°% and the loss function was defined to be the mean squared reconstruction error. The
snapshots were scaled between 0 and 1. The network was trained over 20,000 epochs using

mini-batch gradient descent with a batch size of 10.
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6.3.3 Comparison of POD and AE as compression methods

For the POD-based ROM, an SVD is applied to the 100 snapshots and from a possible 100
basis functions, 10 are retained, which corresponds to capturing 99.999% of the information
contained in the snapshots, see Figure 6.2a. As can be seen from this figure, the magnitude of
the singular values decreases rapidly from the 1st to the 20th singular value (by about 7 orders
of magnitude) before levelling off, and it can be expected from this that a POD model with
a sufficient number of basis functions will perform well. The first four basis functions can be
seen in Figure 6.2b. Notice that the fourth basis function has more detail or structure than the
other basis functions, following the general trend that the higher-order basis functions tend to

have more structure.
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(a) Singular value against singular value in-

dex (b) First four basis functions.

Figure 6.2: Singular values and basis functions of snapshots from the 1D slab reactor for the

POD-based ROM

POD

max

Figure 6.3a shows the reconstruction or compression error, eF'9P (™) resulting from project-
ing high-fidelity model solutions onto the reduced space for both the seen data and the unseen
data, see Equation (6.11). Both seen and unseen data sets yield a similar range of errors and the
errors themselves are low: O(107%). The autoencoder was trained on the same data to which
the SVD was applied, i.e. the 100 snapshots. The unseen high-fidelity model solutions were used
as test data, to assess the prediction power of the autoencoder. Figure 6.3b shows the error (as

defined by Equation (6.12)) between each HFM solution and the corresponding output of the

autoencoder for seen and unseen data sets. The autoencoder performs well, achieving, at worst,
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Figure 6.3: Errors for the two methods of compression used here for the 1D test case, com-
pressing from 100 variables to 10.

an absolute error of just over 0.2% in the flux, with almost all of the absolute values of the
error less than 0.15% . Although the seen and unseen data sets have a similar range of errors,
it should be noted that these errors are much larger than those of the SVD (see Figure 6.3a).
Shown in Figure 6.4 is a box and whisker plot of the values of the 10 latent variables over the
training data set. It can be observed that 5 of the latent variables show very little variation

across the seen data set.

2.0
1.5 A

1.0

o T

~1.04 — —_—

Figure 6.4: Box and whisker plot of the 10 latent variables generated from the autoencoder
over the training data for the 1D test case. The orange line shows the median value, the box
shows the upper and lower quartiles, and the whiskers indicate the minimum and maximum
values.
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6.3.4 Comparison of POD-based and AE-based ROMs

Scalar fluxes and kg values from the POD-based and AE-based reduced-order models are now
compared, where both ROMs have 10 reduced variables. Figure 6.5 shows the flux profile and
the convergence of k.g for the mixing coefficients r; = 0.957 and ry = 0.115. The high-fidelity
model solution corresponding to these values was included in the snapshots, so this is a seen
solution. Figure 6.5a shows that the flux profiles of the POD-based ROM and AE-based ROM
very agree well with the high-fidelity model solution. Both ROMs also converge to the keg
predicted by the high-fidelity model as shown in Figure 6.5b. The rates of convergence are
similar, however the AE-based ROM converges from above, whereas the high-fidelity model
and POD-based ROM converge from below.

Figure 6.6 shows the flux profile and the convergence of k.g for the material parameters r; =
0.458 and ry = 0.932. The solution corresponding to these values has not been seen by the
reduced-order models (i.e. is unseen). From Figure 6.6a, it can be seen that the flux profiles of
both POD-based and AE-based ROMs demonstrate excellent agreement with the high-fidelity
model. The convergence of kg for both ROMs is also in good agreement with the value predicted

by the high-fidelity model, see Figure 6.6b, and the rates of convergence are also similar.
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(a) Scalar flux (neutronscm=2s7!) vs z (cm), (b) ke vs iteration number, convergence of
HFM solution in blue, POD-based ROM in the POD-based ROM (red) and and AE-based
red crosses and AE-based ROM in light blue ROM (light blue) to the converged HFM value
circles. (blue).

Figure 6.5: Scalar flux and convergence of kg for a seen problem with material parameters
(cross-sections) determined by m = 0.957 and ry = 0.115, comparing the POD-based and AE-
based ROMs with the high-fidelity model. Compression from 100 variables to 10.

To further analyze the results, the 200 solutions from both the seen and unseen data sets for the
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Figure 6.6: Scalar flux and convergence of k.g for a unseen problem with material parameters
(cross-sections) determined byr; = 0.458 and ro = 0.932, comparing the POD-based and AE-
based ROMs with the high-fidelity model. Compression from 100 variables to 10.

POD-based and AE-based ROMs were compared with solutions from the high-fidelity model
using the error measures for the scalar flux and ks as given by Equations (6.14) and (6.15)
respectively. Figure 6.7a shows a histogram of the error in the scalar flux profile and Figure 6.7b
shows a histogram of the error in k.g. Excluding outliers, most of the flux solutions have an
absolute error of 0.002% or less, and the absolute error in the k. values is less than 1.5 x 1076,
The plots demonstrate both the accuracy of the POD-based model (for seen data) and its
ability to predict (for unseen parameters). The ranges of values of the errors for both the seen
and unseen parameters are similar. Histograms were also produced to study the error of the
AE-based ROM. Figure 6.8a shows the error in flux and Figure 6.8b shows the error in keg
based on the error measures defined in Equations (6.14) and (6.15). Excluding outliers, most of
the flux solutions have an absolute error of 0.2% or less, and the absolute error in the k.4 values
is less than 107*. These values are higher than for the POD-based reduced-order model, and
there is also a larger spread of errors for the AE-based model than for the POD-based method,
although the ranges of the values of the errors are also similar for both seen and unseen data

sets.

Table 6.2 displays the average maximum errors in the compression, scalar flux and kg for POD-
based and AE-based ROMs as defined in Equations (6.16), (6.17) and (6.18). The reconstruction

or compression error (for one solution) is given by Equation (6.11) for POD and Equation (6.12)
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Figure 6.7: Errors in the seen (blue) and unseen (green) results from the POD-based reduced-

order model for the 1D test case compressing from 100 variables to 10.
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Figure 6.8: Errors in the seen and unseen results from the autoencoder-based reduced-order
model for the 1D test case compressing from 100 variables to 10.

for the autoencoder.

The error in the scalar flux solution will contain this error and other

numerical errors made when solving the reduced generalised eigenvalue problem. Therefore

we expect that the compression error would be lower than the flux error, borne out by the

results shown in Table 6.2. Also noteworthy is the similarity between the range of errors for

the seen and unseen data. This may mean that the snapshots represent well the behaviour

that was tested by the 100 unseen problems. For k., the error for the unseen results of the

POD-based ROM is very slightly lower that than of the seen results. This is surprising but

could be explained by several outliers and the averaging of the maximum errors.



POD-based results Autoencoder-based results

Seen Unseen Seen Unseen
Compression Error ePOP (™M) 14344 x 100 1.7004 x 106 &AE (gHFM) 49554 x 10~* 5.4829 x 10~
Flux Error Cmax (PTOP)  1.0270 x 107° 1.0401 X 107°  Epmax(@™F)  6.5843 x 107 6.3030 x 10~*
ket Error &(kPOP) 5.2956 x 107 4.4348 x 107 &(kAF) 24642 x 105 2.7540 x 10~

Table 6.2: Average maximum errors for seen and unseen data using the POD-based reduced-
order model and the autoencoder-based reduced-order model for the 1D test case compressing
from 100 variables to 10.

6.3.5 Variational autoencoder reduced-order model

In this section we report results of a reduced-order model which uses a variational autoencoder
(VAE) to perform the dimensionality reduction. The structure of the variational autoencoder
used here is identical to that used in Section 6.3.2 but with the modifications made to the
central layer and the loss function as described in Section 5.5.1. These modifications mean
that, in the encoder, two layers take the input from the layer with 16 neurons (or variables)
and both of these compress down to 10 neurons. Sampling is applied to these two layers to
form a single layer of 10 neurons and this is fed into the decoder. The reduced-order model

based on this variational autoencoder is referred to as the VAE-based ROM.

The training of the variational autoencoder and the method of prediction is otherwise identical
to the previous section. Figure 6.9a shows the error between the output of the variational
autoencoder and its input for both the data on which it was trained (the 100 snapshots) and
the test data (the 100 unseen high-fidelity model solutions), see Equation (6.12). The range
of absolute errors for the training data lies within a narrower interval than those of the test
data. It can be seen from Figure 6.9b that two of the latent variables hold almost all of the
information and that the remaining latent variables have values close to zero for the entire
range of the training data. The VAE has compressed the data into two variables, which, as

shown later, can be associated directly with the insertion and removal of the two control rods.

It can be seen from figure 6.9b that generally only two of the latent variables hold any significant

meaning.

Both Figure 6.10 and Figure 6.11 show the flux profile and the convergence of kg for one

seen problem and one unseen problem respectively. For both these problems, the VAE-based
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Figure 6.9: Variational autoencoder trained on the 1D slab reactor test case.

reduced-order model gives solutions that are very close to those of the high-fidelity model.
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Figure 6.10: Scalar flux and k.g convergence for a seen problem with material parameters
r1 = 0.957 and ro = 0.115 using the high-fidelity model and the VAE-based reduced-order
model.

Figure 6.13 presents histograms of the errors in flux and k.g based on the error measures defined
in Equations (6.14) and (6.15). From these, it can be seen that the error resulting from using

the VAE-based ROM is similar for both the training data and the test data.

Table 6.3 shows the average maximum error (see Equation (6.16)) for the variational autoencoder-

based reduced-order model. Although the average maximum errors of the AE-based ROM and
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Figure 6.11: Scalar flux and k.g convergence for an unseen problem with material parameters
r1 = 0.458 and ry = 0.932 using the high-fidelity model and the VAE-based reduced-order
model.
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Figure 6.12: First five basis functions produced at the final iteration by the variational autoen-
coder.

the VAE-based ROM are very close (see Tables 6.2 and 6.3), the latter has a larger range of
errors for keg. Comparing Figures 6.8 and 6.13 for keg, it can be seen that for the AE-based
ROM, the errors lie in the range [—1 x 1073, 0.2 x 1073], and for the VAE-based ROM, the
errors lie in double this range [—2 x 1072,0.5 x 1073]. Most noticeable, for both the flux errors
and the k.g errors, is that the standard deviation of the errors for the AE-based ROM is less
than that of the VAE-based ROM, so, in this sense the AE-based ROM gives better results.
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Figure 6.13: Errors for training and test data sets using the VAE-based ROM trained on 1D
train dataset.

Training data Test data
Compression Error eYAE(pMM)  3.8661 x 1072 5.1666 x 10~°

Flux Error emax(@VAE) 53710 x 10~%  5.7191 x 1073
keg Error ke 4.0076 x 107* 4.2545 x 1074

Table 6.3: Average maximum errors for the training and test data sets using the VAE-based
ROM to reduce from 100 variables to 10 variables.

One of the properties unique to a variational autoencoder is its ability to compress down to the
smallest possible number of variables. The KL divergence term included in the loss function uses
information theory to minimise the number of latent variables used to capture the behaviour of
the system. From Figure 6.9b, it can be seen for this problem, reducing 100 variables down to
10, that just two variables are required to represent the system. This means that the entire set
of snapshots can be approximated by varying these two variables. Figure 6.14 shows the flux
profiles output by the decoder when the two latent variables are varied from their minimum
to maximum values. These two variables independently dictate the control-rod height for the
rods in region 1 and region 2 respectively. It can be seen that as the variable plotted on the
x axis is increased, the left-hand control rod is withdrawn and as the variable plotted on the

y-axis is increased, the right-hand control rod is withdrawn.

The next section compares a POD-based ROM with two POD coefficients and an AE-based
ROM with two latent variables.
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Figure 6.14: Effect on flux profile of varying two of the latent variables from their minimum
to maximum values for a variational autoencoder trained on the 100 snapshots. Increasing
the first latent variable removes the left-hand control rod and increasing the second variable
removes the right-hand control rod.

For this test case, with two control-rod regions, one could postulate that having a low-dimensional
space of dimension 2 should be enough to describe the behaviour of the system. The next sec-
tion compares a projection-based ROM with two basis functions and an autoencder-based ROM

with two latent variables.

6.3.6 Reduction to two variables

The results of the variational autoencoder in Section 6.3.5 have indicated that two latent
variables can be used to capture almost all the information contained in the training data.
In order to see how well the models perform when reducing to a low-dimensional space of

dimension 2, a POD-based ROM and an AE-based ROM were constructed using just two POD

125



basis functions for POD, and two latent variables for the autoencoder. Figure 6.15 shows the
flux profile and convergence of k.g for both POD-based and AE-based ROMs compared to the
high-fidelity model for an unseen set of parameters, r; = 0.458 and r, = 0.932. Here it can be
seen clearly that the AE-based ROM agrees more closely with the high-fidelity model than the
POD-based ROM. Also, the k.g value of the AE-based ROM converges to the value predicted
by the high-fidelity model, whereas the POD-based model does not converge to this value.
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HFM solution in blue, POD-based ROM in the POD-based ROM (red) and and AE-based
red crosses and AE-based ROM in light blue ROM (light blue) to the converged HFM value

circles. (blue).

Figure 6.15: Scalar flux and convergence of kg for an unseen problem with material parameters
(cross-sections) determined by r = 0.458 and ry = 0.932, comparing the POD-based and AE-
based ROMs with the high-fidelity model. Compression from 100 variables to 2.

Table 6.4 shows the errors in flux and k.t when the system is compressed from 100 variables
to two variables. For this extreme case, it can be seen that the autoencoder performs better
than POD, with flux errors that are two orders of magnitude lower than those for POD and
keg errors that are more than two orders of magnitude lower than for POD. This suggests that
the autoencoder can capture more of the features than POD with a given number of basis

functions/latent variables.

To investigate at which point the AE-based ROM becomes more accurate than the POD-based
ROM, a number of ROMs were constructed with reduced space dimensions of 2, 3 and so on,
up to 10. To generate the AE-based results, several networks were trained for each level of
compression with various number of layers and neurons in each layer. All other parameters in
training and the architecture were the same as for the autoencoder in Section 6.3.2. The network

with the lowest validation loss was selected for each level of compression. Figure 6.16 shows the
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POD-based results Autoencoder-based results

Seen Unseen Seen Unseen
Compression Error ePOP (™M) 63880 x 1072 7.1400 x 1072 eAE ("M 5.0533 x 107%  6.221 x 107*
Flux Error Emax(@TOP)  6.9400 x 1072 7.7714 x 1072 Cmax(P™F)  5.8252 x 1074 7.3427 x 10~*
ke Error e(kEOP) 9.8282 x 107% 1.0248 x 1072 e(k4E) 2.3471 x 107° 2.9228 x 107

Table 6.4: Average maximum errors for seen results / training data and unseen results / test
data using POD and a standard autoencoder to reduce from 100 variables to two variables.
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—— AE seen —— AE seen
10-2 4 ® AE unseen ® AEunseen
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(a) Scalar flux error against number of POD (b) keg error against number of latent vari-
basis functions ables

Figure 6.16: Average maximum errors associated with POD-based and AE-based ROMs for
compression to between 2 and 10 POD coefficients (POD-based method) or latent variables
(AE-based method) for the 1D test case.

average maximum errors in the scalar flux and in kg for levels of compression between 2 and
10 variables. The accuracy of the POD-based ROM reduces as the number of POD coefficients
decreases, and for 4 POD coefficients and fewer, the error is higher than that of the AE-based
ROM. Once again, the errors for the seen and unseen sata sets are very similar. It can also
be observed that the errors from the AE-based ROMs do not vary much with the number of
latent variables, so that compression to two variables incurs a similar error to the reduction to

ten variables.

6.4 2D reactor core eigenvalue problem

The methods are now applied to a simple 2D reactor. The domain is square-shaped with sides
of length 90 cm and there are four different materials in this mock reactor, see Figure 6.17.

The domain is discretised with 90 cells in both directions, each cell is of length 1cm, making
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8100 cells. In addition to this, 364 cells were used to enforce the boundary conditions. Once
again, this test case was used by Buchan et al. [186] who based the cross-sections on TAEA
benchmarks. The same macroscopic cross-sections are used here and their values are given in

Table 6.5.

0 10 20 30 40 50 60 70 80 90x axis

Figure 6.17: Geometry of a 2D reactor core with graphite (blue), fuel (red) and four control-rod
regions labelled 1,2,3,4 (white).

SRS SRS 3

Fuel 0.075 0.53 0.79
Water 0.01 089 0
Control Rod 0.38 0.2 0
Graphite 0.15 05 0

Table 6.5: Macroscopic cross-sections for the materials in the 2D reactor core (units cm™').

In Figure 6.17 the blue region represents graphite, the red area contains the fuel and the four
control-rod regions are white and labelled 1, 2, 3 and 4. Each control-rod region is 10 cm square
with centres at (25,35), (55,35), (25,65) and (55,65) respectively. These are assumed to have
a uniform distribution of the averaged properties of the mixture within the system based on a
mixing coefficient for each region chosen. The method for determining the mixing coefficient

is described in Section 6.2.2, however, instead of mixing fuel and control rod materials in the
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control-rod regions as done for the 1D test case, here, water and control rod are mixed, with
more weight given to the water in order to prevent domination of the strong absorption of the

control rods.

For this system 800 high-fidelity model solutions are generated, each with four distinct values
of r, one for each control-rod region. The method for generating the solutions is similar to
Section 6.3. Of the 800 solutions, 400 are used during the offline phase as the snapshots (or
seen data). The other 400 results make up the unseen data. These high-fidelity model solutions
are used to construct a POD-based ROM and two autoencoder-based ROMs: the first uses a
fully-connected autoencoder, the second uses the hybrid SVD-autoencoder. The number of
degrees of freedom of the high-fidelity model solutions is 8100, and, for all ROMs, the number
of POD coefficients or latent variables is chosen as 4, as this is perhaps the minimum number

required to represent the system.

6.4.1 POD-based ROM

For the POD-based ROM, an SVD is used to compress the snapshots. From a possible 400 basis
functions, 4 are retained, which corresponds to capturing 99.878% of the information contained
in the snapshots. In the online stage the parameter values are chosen and matrices A and B
of the high-fidelity model are formed. The first 4 basis functions are used to create R and
Equation (5.10) is formed. This is solved with the power method as described in Algorithm 3
and Section 5.2.

6.4.2 AE-based ROM

In the autoencoder-based ROM, the SVD is replaced by an autoencoder, which, for this case,
compresses from 8100 variables to 4 latent variables.For this problem a range of networks were
trained varying the numbers of layers (up to 16 layers), neurons in each layer (to a maximum
of 100), batch size (10, 50, 400) and minimum learning rate (from 10™* to 10~7). The network

with the lowest validation loss was used.

The best performing autoencoder comprised of 16 fully connected layers with the following
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number of neurons in each layer:

8100 — 100 - 86 — 72 - 58 - 44 —- 30 —-16 >4 — 16 —- 30 — 44 — 58 — 72 — 86 — 100 — 8100

The activation function for every layer is the exponential linear unit; the optimiser used is
‘Nadam’; the initial learning rate is 1072 and the minimum learning rate is 107%; and the loss
function is defined to be the mean squared reconstruction error. The snapshots are scaled
between 0 and 1, and the network was trained using mini-batch gradient descent with a batch
size of 50. To prevent over-fitting an early stopping parameter was used to terminate training
if the validation loss did not decrease over 200 successive epochs. In this example, training
was stopped due to this at 24,000 epochs. Note here, the large reduction in neurons between
the input and the first hidden layer. Although needed to reduce the number of layers which
would otherwise be too high, this is expected to cause some difficulties with the accuracy of

the network’s predictions.

6.4.3 Combined Singular Value Decomposition and Autoencoder

approach

As an alternative to having a large difference between the number of neurons in the input and
the first hidden layer, a combination of an SVD and an autoencoder is explored. First the SVD
is applied to the snapshots, after which, 100 of the 400 possible basis functions are retained. The
snapshots are projected onto the basis functions (see Equation (5.8)) and the resulting snapshot
coeflicients are used to train the autoencoder. As with the autoencoder of the previous section,
the network has 4 latent variables. To find the optimal architecture, different networks were
trained with different numbers of layers and different numbers of neurons in each layer. The

network with the lowest validation loss was then selected.

The best performing autoencoder consisted of 14 fully connected layers with the number of

neurons in each layer being:

100 — 100 - 100 45 —-20—-9 —4—9 — 20 — 45 — 100 — 100 — 100

The activation function for every layer was the exponential linear unit; the optimiser used was
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‘Nadam’ and the loss function was defined to be the mean squared reconstruction error. The
snapshots were not scaled, and the network was trained using mini-batch gradient descent with
a batch size of 50. The number of epochs was 30,000. We note that, instead of combining an
SVD with the autoencoder, two additional linear layers could be added to the autoencoder, one
after the input and the other before the output layer, effectively replacing the SVD. However,
extra layers would make the training process more difficult and, in any case, the using the SVD

is a computationally efficient way of calculating this particular transformation.

6.4.4 Compression using POD, an autoencoder and the SVD-AE

Here we compare POD, an autoencoder and the SVD-AE as methods of compression. Fig-
ure 6.18a shows the singular values of the snapshots matrix, of which the first 100 decrease
rapidly, the remaining values reach a plateau. The first four POD basis functions can be seen
in Figure 6.18b. Figure 6.19 shows four basis functions of the nonlinear map associated with the
autoencoder, linearised at convergence, for both the seen and unseen sets of parameter values.
These basis functions are columns of the C' matrix. Figure 6.20 shows four basis functions of
the nonlinear map associated with the SVD-autoencoder, linearised at the point of convergence,
for both the seen and unseen sets of parameter values. From all three compression methods, it

can be seen the basis functions capture variation associated with the control-rod regions.
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Figure 6.18: Singular values and four basis functions for the 2D test case.

Figure 6.21 shows the compression errors for the POD method (see Equation (6.11)), the
autoencoder (see Equation (6.12)) and the hybrid SVD-AE (see Equation (6.13)). For POD, this
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Figure 6.19: The four basis functions from the linearised C' matrix generated by the autoencoder

at the point of convergence.
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Figure 6.20: The four basis functions from the linearised C' matrix generated by the SVD-
autoencoder at the point of convergence.

represents the error which occurs when truncating the POD basis; for the AE, this represents
the difference between each high-fidelity model solution and the corresponding output of the
autoencoder after training; and for the SVD-AE, this represents the difference between the
high-fidelity model solution and the result of transforming these solutions by the linear map
of the SVD, passing them through the autoencoder and applying the inverse linear map of the
SVD. In all three cases, the ranges of errors for seen and unseen data sets is similar, indicating

for the AE-based methods, that over-fitting has been avoided. Excluding outliers, compressing
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with POD introduces, at worst, an error of about 15%, whereas the corresponding errors for

the AE and SVD-AE are much lower at 2% and 1% respectively. The errors for POD also

exhibit a wider distribution than for the two AE-based methods. Figure 6.22 shows box and

whiskers plots of the values of the 4 latent variables over the seen data for the autoencoder

(Figure 6.22a) and the SVD-AE (Figure 6.22b). For the autoencoder, two of the variables take

a limited range of values, whereas, for the SVD-AE, all four variables have a similar range of

values. Intuition suggests that at least four variables are required to describe this problem, so

the fact that the SVD-AE fully exploits the four variables might suggest that it will perform

better than the AE-based method.

80

0

0.1
Error

(a) Compression error of POD.

100

80

60

Number of snapshots

i 0

-0.06 -0.04

-0.02
Error

(b) Compression error of the
AE.

0.02

-0.020 -0.015 -0.010 —0.005 0000 0.005 0.010
Error

(c) Compression error of the

SVD-AE.

Figure 6.21: Compression error in the flux profile for seen (blue) and unseen (green) data sets
for the 2D test case(note the different z-axis scales).
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the AE and SVD-AE over the seen data set. The orange line shows the median value, the box
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6.4.5 Comparing results from the ROMs based on POD, AE and
SVD-AE

First, the performance of the ROMs is tested on a seen set of parameter values: r; = 0.9782,
ro = 0.9891, r3 = 0.7006 and r4; = 0.8316. Figure 6.23 shows the scalar flux across the domain
for the high-fidelity model and the three reduced-order models using POD, AE and SVD-AE
for compression. All ROMs show excellent agreement with the high-fidelity model. Figure 6.24
shows the pointwise error for the three reduced-order models. The error is concentrated around
the control rods. For the SVD-AE-based ROM, the error appears to be much more localised
than for the POD-based and AE-based models. The maximum error for the SVD-AE-based
model is also lower than for the other two models. Figure 6.25 shows the convergence of kg for
the three ROMs compared with that of the high-fidelity model. The three ROMs converge faster
than the high-fidelity model. The POD-based model has the highest error, finally achieving a
value within 0.0035 of that of the high-fidelity model. Both of the autoencoder-based models

converge to a value extremely close to that of the high-fidelity model.

The reduced-order models are now tested on a set of unseen values r; = 0.9452, ro = 0.8647,
rs3 = 0.9996 and r, = 0.9776. The scalar fluxes across the reactor are shown in Figure 6.26 and,
once again, all the ROMs show excellent agreement with the high-fidelity model. The pointwise
errors are shown in Figure 6.27, which demonstrate that most of the error is concentrated around
the control-rod regions. The error for the SVD-AE-based model is, once again, very localised.
The error for the AE-based ROM has a similar magnitude to the other ROMs but is more
diffuse and more oscillatory. All ROMs have a similar maximum error for this unseen set of
parameter values. Figure 6.28 shows that the k. values of the three ROMs converge closely,

and at a similar rate, to the k.g value predicted by the high-fidelity model.

Figure 6.29 shows histogram plots of the errors from the POD-based ROM for both the 400
snapshots (training data) and the 400 unseen HFM solutions (the test data). Figure 6.29a shows
the error in flux profile calculated using Equation (6.14), and Figure 6.29b shows the error in
keg calculated using Equation (6.15). Setting aside some outliers, the error in flux profile has a
range similar to the range of errors seen in the truncation of the POD basis, implying that the
main contribution to the error for the POD-based ROM is due to the truncation of the POD

basis. The absolute maximum error in the fluxes is over 20% and for kg is about 2%.
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(a) High-fidelity model. (b) POD-based ROM.
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Figure 6.23: Scalar flux (neutrons cm—2s™1) across the reactor for a seen problem with material

properties r; = 0.9782, ro = 0.9891, r3 = 0.7006 and r, = 0.8316 for the 2D test case.
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Figure 6.24: Pointwise error of the scalar flux across the reactor for a seen problem with material
properties r; = 0.9782, ro = 0.9891, r3 = 0.7006 and r4 = 0.8316 for the 2D test case.

Figure 6.30 shows histograms of the errors for the AE-based ROM for both seen and unseen
data. Both sets of data exhibit similar ranges of errors as calculated by Equation (6.14) for

the error in scalar flux and Equation (6.15) for the error in kg, demonstrating that over-fitting
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Figure 6.26: Scalar flux (neutronscm™2s!) across the reactor for an unseen problem with

material properties r, = 0.9452, ro = 0.8647, r3 = 0.9996 and r, = 0.9776 for the 2D test case.
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Figure 6.27: Pointwise error of the scalar flux across the reactor for an unseen problem with
material properties vy = 0.9452, ro = 0.8647, r3 = 0.9996 and r, = 0.9776 for the 2D test case.
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Figure 6.28: Convergence of keg for the three ROMs for the unseen problem with material
properties r1 = 0.9452, ro = 0.8647, r3 = 0.9996 and r, = 0.9776. Blue represents the
high-fidelity model, red the POD-based ROM, cyan the AE-based ROM and indigo the SVD-
AE-based ROM.

mmm Seen mm Seen
30 1 mmm Unseen mmm Unseen
70 +
25 60+
w v
5 20 5 50 A
i E
3 3
5 < w0
37 2
E E 301
= =
10 4
204
5]
10
ol ol -, . -
-0.4 . . -0.1 . . 0.00 0.01 0.02 0.03 0.04 0.05
Error Error
(a) Histogram of the error in the flux profile. (b) Histogram of the error in keg.

Figure 6.29: Error in the seen (blue) and the unseen (green) results for the POD-based ROM
applied to the 2D test case.
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has been avoided. In comparison with results from the POD-based ROM, the AE-based model

shows lower errors (the absolute maximum error in flux being about 2.5% as opposed to 20%

for POD). The errors in keg are an order of magnitude lower those of POD.
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Figure 6.30: Error in the seen (blue) and the unseen (green) results for the autoencoder-based

ROM applied to the 2D test case.

Figure 6.31 shows histograms of the errors for the SVD-AE-based ROM for both seen and unseen

data. Both sets of data exhibit similar ranges of errors indicating that the SVD-autoencoder is

not over-fitting. The errors are much lower than those seen in the POD-based ROM and a little
lower than those of the AE-based ROM. The largest flux error is half that of the AE-based

model, and the largest kg is q quarter of that of the AE-based model.
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Figure 6.31: Error in the seen (blue) and the unseen (green) results for the SVD-AE-based

ROM applied to the 2D test case.

Table 6.6 shows the average maximum errors, defined in Equations (6.16), (6.17) and (6.18), for



all three ROMs applied to the 2D problem. It can be seen that both autoencoder-based ROMs
have lower compression errors than POD with both networks having similar compression errors.
Both AE-based methods perform better than the POD-based method but the SVD-AE-based
method outperforms the pure AE method. The AE-based method achieves k.g errors that are
an order of magnitude better than the POD-based method and the SVD-AE has k.g errors
lower than the AE-based method.

POD AE SVD-AE
Seen Unseen Seen Unseen Seen Unseen
Compression Error 5.7397 x 1072 5.7756 x 1072 3.9602 x 10~ 5.0071 x 1073 4.0081 x 10~% 4.2799 x 1073
Flux Error 6.4829 x 1072 6.5539 x 1072 1.1773 x 1072 1.3256 x 1072 4.5225 x 10™3 4.7314 x 1073
keg Error 2.1332 x 1073 1.9947 x 1073 1.7579 x 10~* 2.0100 x 10~* 4.5224 x 10~® 4.5921 x 1075

Table 6.6: Average maximum errors for seen data (or training data) and unseen data (test data)
for the POD-based ROM, AE-based ROM and SVD-AE-based ROM for the 2D test case. The
number of compressed variables for all methods is four.
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6.5 Summary

A novel projection-based reduced-order model for solving eigenvalue problems has been de-
veloped by employing an autoencoder for dimensionality reduction or compression. To assess
the model’s effectiveness, two simple reactor problems are compared to a reduced-order model
(ROM) based on Proper Orthogonal Decomposition (POD). The autoencoder-based ROMs

include a unique combination of singular value decomposition (SVD) and an autoencoder.

POD and SVD are often used to obtain a set of basis functions for a low-dimensional space
onto which a high-fidelity model is projected. This embedding of a high-dimensional space into
a low-dimensional space is linear with POD, while an autoencoder (AE) produces a nonlinear
embedding. This nonlinearity makes autoencoders more effective for accurately representing

data, particularly in larger, more complex problems.

For the 1D test case, when using a reduced space of dimension two, the AE-based reduced-order
model performs better than the POD-based model, with lower errors in compression and for
predicting the scalar flux profiles. When predicting kg, the AE-based ROM has an error of
two orders of magnitude lower than the POD-based ROM. This supports the claim that each
latent variable of the autoencoder can capture more information than each POD basis function.
It is shown that when the compression level is varied, POD suffers heavily from a reduction
in the number of POD coefficients used. Similar error levels were achieved across different

compression levels when using an autoencoder.

The rapid decay of the singular values in both test cases suggests that, with enough basis func-
tions, the POD-based method will perform well. Indeed, for 10 basis functions, it outperforms
the AE-based models in the 1D case. However, for the 1D case, when projecting onto a reduced
space of dimension 2, the AE-based ROMs outperform the POD-based method. This choice of
dimension 2 was motivated by results from the ROM based on a variational autoencoder: such
autoencoders are imbued with the ability to compress the data into the minimum number of
latent variables. For problems where many snapshots are used to capture the behaviour of the
high-fidelity model, having an efficient representation of the low-dimensional space would be

desirable.

For the 2D test case, a standard autoencoder-based ROM was shown to be more accurate
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than the POD-based ROM showing k.g errors that are an order of magnitude lower. However,
the novel hybrid SVD-autoencoder is more accurate than both the other models, with lower
errors for k.g. Combining an SVD with an autoencoder reduces the length of the inputs to the

autoencoder, which, in turn, reduces the complexity of the network, making over-fitting less

likely.

Although two relatively simple test cases are presented in this chapter, future work will involve
increasingly complicated (i.e. more realistic) assembly or reactor configurations, which will
benefit from the increased modelling capabilities of autoencoders. For this eigenvalue problem,
it can be seen that there is a clear benefit to using autoencoders over the standard POD
approach. For minimal numbers of basis functions, autoencoders can be used to achieve a
level of compression that cannot be matched in accuracy by POD, allowing the methodologies
presented here to replace traditional POD methods for the purpose of real-time analysis or
design. The methodologies presented here involve sampling the latent space of the autoencoder
multiple times during the solve, a process which can be computationally demanding depending
on the size of the neural network. One solution to resolve this is to pre-calculate the matrices
that map the reduced variables to the scalar flux, resulting in a faster solution but with slightly

lower accuracy depending on how the matrices are sampled.
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Chapter 7

Domain Decomposition ROM

The content within this chapter is based on:

T. R. F. Phillips, C. E. Heaney, B. S. Tollit, P. N. Smith, and C. C. Pain. Reduced-order

modelling with domain decomposition applied to multi-group neutron transport. Energies [11]

Chapter 2 contains methods for how the high-fidelity snapshots of this chapter were generated.
Chapter 5 contains methods for Proper-Orthogonal Decomposition that were used within this

chapter. Chapter 6 contains methods for the AE-based ROM that were used within this chapter.

7.1 Introduction

Nuclear reactor cores can be easily split into sub-domains, starting with fuel assemblies com-
posed of multiple fuel rods and control rods. This forms a hierarchical structure of sub-domains.
Domain decomposition [127] is a method that can take advantage of this structure, allowing
for faster neutron transport solutions through parallel computing [7]. Parallel computing can
be utilised by solving sub-domains simultaneously and iterating until convergence between sub-

domains is achieved.

A fast non-overlapping Schwarz domain decomposition was used to solve the neutron diffusion
equation applied to a PWR test case by Jamelot and Ciarlet Jr. [128]. The domain was split up
into many sub-domains, and different numbers of cores were experimented with. The results

showed that utilising parallel processing significantly improved the computational time required
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to solve the problem with no loss in accuracy.

Domain decomposition methods do not change the governing equations of a system but instead
turn a single domain problem with boundary conditions into multiple sub-domain problems
with different boundary conditions [127]. This means that the internal solver used within
a sub-domain can be replaced with a ROM. Combining ROM with domain decomposition
methods would enable parallel computing and decrease the computational cost more than
either method could achieve alone. Machine learning methods have the potential to be utilised
for the reduced-order models used with domain decomposition, having been used within a
non-intrusive framework and applied to multi-phase flow [133]. Machine learning methods can
require extensive offline training, by separating a problem into sub-domains, the size of the

networks being trained decreases, allowing multiple smaller networks to be trained in parallel.

This chapter aims to investigate if there is a loss in accuracy when combining ROM with domain
decomposition and if the methods extend to using AE-based ROM. Several POD-based ROMs
combined with domain decomposition are developed here, and results from these are compared
with a global POD-based ROM that has no domain decomposition. These methods are tested
on a simple 1D reactor case. Following the success of these methods, they are extended to a
more complicated 2D reactor case, and the AE-based methods from chapter 6 are implemented

alongside them.

The chapter is organised as follows: Section 7.2 contains a methodology for domain decom-
position using either POD or AE-based methods, section 7.3 contains an overview of the 1D
reactor contained within [11], section 7.4 contains an overview of the 2D results utilising POD

and AE-based method and finally a summary of the chapter is given in section 7.5.

7.2 Methodology

The domain decomposition methods described here are a 2D expansion of the ones described
n [11]. They are also extended for use with the AE-based methods established in chapter 6.
A non-overlapping approach is used here to see if parallel computing could be used. Domain
decomposition adds a middle iteration, performed inside the outer iteration and outside the

inner iteration, outlined in Algorithm 5.
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A 2D problem with a global domain €2 is split into I x J sub-domains where:
Q= QO,()UQOJ UQL()...UQ[,J, (71)

where each domain €2, ; is neighboured by domains €2;_; ;,€2; ;1,241 ; and €2, ;11 . Each domain
€); ; has associated matrices, A;; and B;; and flux ¢; ; associated with it. Depending on the

ROM method chosen, each domain also has basis functions R; j, if POD is chosen, or a decoder

Z-]?jEC and encoder ff]NC, if the AE-based method is chosen. If solving just domain €; ;, then
the boundary conditions must be carefully considered. An alternative to this is to construct

larger domains €2, using one domain §2; ; and its neighbouring domains. given in figure 7.1:

Figure 7.1: 5 by 5 grid of sub-domains, green representing the domain being solved, red rep-
resenting the domains that directly neighbour the central domain and blue representing the
domains diagonally adjacent to the central domain.

Figure 7.1 shows how a domain, highlighted in green, can be solved by including the information
in neighbouring domains, highlighted in red. This larger domain can then be solved with only
the information in the central domain €2; ; being updated upon finding a solution. If updating
all domains then the blue domains would also need to be included but this is unnecessary
when only the central one is updated, at least for the problem being demonstrated here. If a
boundary of €2, lie on the edge of the global domain then he conditions are therefore known
and are used. If they do not then thought would normally need to be given to what they might
be, however because these boundaries are further away from the central domain that is being

updated then their effect on the final solution is decreased.

Domain €2, has matrices A, and B, associated with it, alongside either the basis functions
R, or the non-linear mapping C, generated by the autoencoders. These matrices are all

constructed the same way, from the matrices for individual domains along the diagonal. For
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matrix B), this would like:

Bi., 0 0 0

0 B, 0 0

B,=| o0 0 B, 0
0 0 0 Bipy

0 0o 0 0

0
0
0
0

B; jt1

where B can be replaced with R or C depending on the ROM method chosen. A matrices will

have additional off-diagonal terms representing interactions across domain interfaces caused by

transport terms:

A1 0 Aiisio1j 0 0
0 Aij1 Aijoig— 0 0
Ap = |Ai_1j5ij Aij_1-ij A;j Aif1j—i Aijtioig
0 0 Aiisiv1;  Aigiy 0
i 0 0 A i1 0 A

The flux in domain ¢, and POD coefficients/latent variables e, can be determined by con-

catenating them together:

Pi—1,j 1,5
Pii—1 Qg5-1
Pp = Gij | A= | iy
Pit1,j Xit1,j5
_¢i,j+1_ | Kipj+1 |

(7.4)

The flux in each domain ¢, is determined by using the inner iteration algorithms, either using

POD or the AE-based method, with only the information required from the domains within
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Q,. After ¢, is determined, only the flux in ¢;; is updated. For the problems applied here
each sub-domain is solved sequentially, with each sub-domain in a row being solved moving
left to right and down a row until all the flux in all sub-domains have been updated. This is
repeated until the absolute error in the flux is less than the tolerance 10~%, or the maximum
number of iterations has been reached, 100. An alternative way is to solve all sub-domains
simultaneously in a parallel approach, possible because each solution is independent, further
reducing the computational time taken to run. The algorithm for the sequential approach can

be seen in figure 5

After the global flux ¢ has converged, then this can then be used within the outer iteration of

the power method.

Algorithm 5 Domain decomposition method: middle iterations.

function MIDDLE_ITERATIONS(A, B, ¢&" A FPy)

¢(0) — d)guess
3: k_max = 100
k_tol = 1078
k=0
6: not_converged = True

while not_converged do
for i in Q2 do

9: for j in Q do
Qp = 1, UQ 5 1 U ;U Qi UL 510
(L) = INNER_ITERATIONS(A,, B, ¢\, \)

I'to solve Equation (2.12)

12: Dij ¢E’kj+1) l'update fluxz in central domain.

Gaifr = |¢(k+1) — ¢(k)|

if (k= k-max or ¢y ;; < k_tol) then

15: not_converged = False
else
k< k+1
18: return ¢
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7.2.1 Error Measures

Multiple error measures are used to assess the accuracy of the results. The first is the largest

normalised maximum error in the flux profile and is determined by:

GHFM _ 4POD
J ! where j = argmax | i ™M — ¢FOP | | (7.5)

POD
e = T AHHFM|
max (¢ ) ” d)HFM Hoo 3 € cells

in which the superscript “POD” indicates the solution was generated by POD and 7 and j

represent cell indices.

The second is the error in keg, which is just the difference between the HFM and POD solutions:

e(keg’") = ke " — kg - (7.6)

An average maximum error is also used, which for the error in the flux profile is given by:

N
(7)== 3| e (S°)]. (7.7)
=1

where N is the total number of snapshots.

7.3 1D Reactor

7.3.1 Test Problem and Construction of Snapshot Matrices

To test the method, a simple 1D problem is solved. Here, the problem is split into five domains,
as seen in Figure 7.2. Each domain can either be a fuel assembly or the reflector with the same
geometry and material properties of the KAISThenchmark [149]. The 1D geometry of a fuel
assembly can be seen in Figure 7.3 and represents a slice through the centre of the 2D geometry
given by the KAIST benchmark. The length of each domain is 21.42 cm, the same as the length
of a fuel assembly in the KAIST benchmark. Each domain is discretised into 85 cells with each
cell being 0.252 cm.

An example mesh of the a domain containing a fuel assembly can be seen in Figure 7.3. Each

of the 17 regions contains five cells. Regions A, B, C, D and E represent guide-tubes/control
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Figure 7.2: Geometry of how a 1D slab reactor may be split into five domains with a reflective
boundary condition on the left-hand side and a bare boundary condition on the right-hand side.

A B C D E

o 1 2 3 4 5 6 7 & 9 10 11 12 13 14 1

5 16 17 T axis

Figure 7.3: Geometry of a 1D slice taken through a fuel assembly. Regions A, B, C, D and
E contain guide-tubes that can have control rods inserted. All other regions contain fuel rods
with fissionable material.

rod regions. All unlabelled regions are fuel rods whose material depends on what fuel assembly
it is. Mixed Oxide (MOX) fuel assemblies contain three different kinds of fuel rods that contain
either 4.3%, 7.0% or 8.7% of plutonium. Uranium Oxide (UOX) fuel assemblies only contain

one kind of fuel rod.

Each domain has 85 spatial degrees of freedom, and energy is discretised into 22 groups.
Therefore, the full system has 9350 degrees of freedom, with each domain containing 1870
of these. The material cross-sections are homogenised across each pin-cell and are generated

by WIMS11 [189] using the following:

1. KAIST 1la data specification [149]

2. JEF-2.2nuclear data evaluation

3. Equivalence theory for resonance shielding

4. Multicell collision probability flux spectrum to condense from 172 to 22 groups

5. Method of solving heterogeneous flux characteristics
Four-hundred HFM snapshots are generated for the above problem. Each snapshot has five
parameters, Dy, Dy, D3, Dy and Ds representing domains 1,2, 3,4 and 5 respectively. Each of
these parameters can either be 0 representing UOX without control rods, 1 representing UOX
with control rods, 2 representing MOX without control rods, 3 representing MOX with control

rods and 4 representing the reflector. D, Dy and D3 are randomly assigned a value between

zero and three. D, and Dj are randomly assigned a value between zero and four with the
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condition that if Dy = 4, then D5 = 4 as well. This is because reflectors are positioned on the

outside of reactors and would not be placed in-between fuel assemblies.

These 400 HFM snapshots can be considered to be the snapshot matrix Ugjopar, Which is a
9350 x 400 matrix. All 400 snapshots are decomposed into their five domains forming a matrix
Udecomp that is 1870 x 2000. Each of these 2000 snapshots has both a location and material
type outlined in Table 7.1. Snapshot matrices to form the basis functions can be constructed
through a few different methods. One method is to base it on the location within the global
system. Uy, Us,Us, Uy and Uy are all 1870 x 400 matrices and contain the snapshots associated
with the column in Table 7.1 that corresponds to their subscript.

Table 7.1: Table showing possible domains within a system. The rows represent the material
type of domain, and the columns represent the location within the system. UOX, Uranium

Oxide; MOX, Mixed Oxide.

1 2 3 4 5
UOoX Yes Yes Yes Yes Yes unless 4 = Reflector
MOX Yes Yes Yes Yes Yes unless 4 = Reflector
Reflector No No No Yes Yes

A different way is to base it on the material type of domain within the system. Upyox contains
the data from any domain and snapshot where the parameter is zero or one and for these
snapshots results in a 1870 x 913 matrix. Uppx contains the data from any domain and
snapshot where the parameter is two or three and for these snapshots results in a 1870 x 873
matrix. Upefiector contains the data from any domain and snapshot where the parameter is four
and for these snapshots results in a 1870 x 214 matrix. Upox, Umox and Ugefiector contain the

snapshots associated with the rows in Table 7.1 corresponding to their subscript.

Another way is to base it on both the material type of domain and the location of the domain in
the system. This results in 12 matrices: Upyp, 1o Where T'yp is either UOX, MOX or reflector for
the material type and Loc is between one and five for the location within the system. Uryp roc
are 1870 x Y matrices where Y is dependent on the number for that matrix. These matrices
contain any snapshots associated with both the row and column in Table 7.1 that matches

their subscript.

An additional set of HFM snapshots is generated that range between one and three domains.
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Ui dom represents the one domain set and is a 1870 x 8 matrix; Usg,,, represents the two domain
set and is a 3740 x 40 matrix; and Usg,,, represents the three domain set and is a 5610 x 168
matrix. Table 7.2 shows the parameter possibilities for these smaller domains. Three snapshots’
matrices are constructed from these based on the material type of domain within each snapshot.
Uvox,dom contains the data from any domain and snapshot where the parameter is zero or one
and for these snapshots results in a 1870 x 268 matrix. Upox dom contains the data from any
domain and snapshot where the parameter is two or three and for these snapshots results in a
1870 x 268 matrix. Upgefiector,dom contains the data from any domain and snapshot where the
parameter is four and for these snapshots results in a 1870 x 56 matrix. Upox dom: Unmox dom
and Upgefiector,dom contain the snapshots associated with the rows in Table 7.2.

Table 7.2: Table showing possible systems within the smaller data set. The rows represent the

material type of domain, and the columns represent the location and how many domains are
used in the solution.

U 3dom U 2d0m Uidom
1 2 3 1 2 1
UOX Yes Yes Yes unless 2 = Reflector Yes Yes Yes
MOX Yes Yes Yes unless 2 = Reflector Yes Yes Yes
Reflector  No Yes Yes Yes No No

7.3.2 Construction of Basis Functions

A total of six methods were tested that used POD Galerkin as the form of ROM. The first
of these did not use domain decomposition and is labelled G-POD. An SVD was applied to
Uciobal, and 250 basis functions were retained. An additional method labelled G2-POD was
done using the same method as G-POD, but only 50 basis functions were retained instead of

250.

The remaining four methods all used the same domain decomposition methods, but involved
the basis functions being generated from different sets of snapshot matrices explained in the
previous section. The first method is labelled DDT-POD, and three sets of basis functions are
constructed. These basis functions are constructed from the snapshot matrices Upox, Upox
and Upgefiector to form basis functions Ryox, Ryox and Rpefiector, respectively, with 50 basis

functions retained in each matrix. For an example, parameter sets Dy = 2,Dy = 2, D3 =
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1,Ds =1 and D5 = 4 and the set of global basis functions R could be constructed from the

three sets of basis functions as follows:

(Ruox 0O 0 0 0o |
0 Rmox O 0 0
R=| o0 0 Ryox O 0 (7.8)
0 0 0  Ruox 0
0 0 0 0 RRpejiector |

The second method is labelled DDL-POD, and five sets of basis functions are constructed
based on the domains’ location within the system. These basis functions are constructed from
the snapshot matrices Uy, Us, Us, U, and Us to form basis functions Ry, Ry, R3, R4 and Rs,
respectively, with 50 basis functions retained in each matrix. Irrespective of the parameters,
the set of global basis functions R could be constructed from the three sets of basis functions

as follows:

R, 0 0 0 O

R, 0 O O

0 R; 0 O

0O 0 Ry, O
0O 0 O R5_

(7.9)

©c o o ©o

The third method is labelled DDTL-POD, and twelve sets of basis functions are constructed
based on the material type of domain and location within the system. These basis functions
are constructed from the snapshot matrices Ury, 0. to form basis functions Rz, roc, respective
to their subscript, with 50 basis functions retained in each matrix. For an example, parameter
sets D1 =2,Dy=2,D3 =1,D4 =1 and D5 = 4 and the set of global basis functions R could

be constructed from the three sets of basis functions as follows:

151



Ryoxa 0 0 0 0
0 Rprox,2 0 0 0
R= 0 0 Ryoxs O 0 (7.10)
0 0 0 Ryox,a 0
I 0 0 0 0 Rpe flector,5

The fourth method is labelled DDT2-POD and is the same as DDT-POD with three sets of
basis functions constructed, one for each material type of domain. These basis functions are
constructed from the snapshot matrices Uyox dom, Unmox,dom and Ugefiector.dom t0 form basis
functions Ryox.dom, Bymox,dom and Rpefiector,dom, Tespectively, with 50 basis functions retained
in each matrix. For an example, parameter sets Dy = 2, Dy =2, D3 =1, D, =1 and D5 =4

and the set of global basis functions R could be constructed from the three sets of basis functions

as follows:
_RMOX,dom 0 0 0 0 ]
0 Rarox,dom 0 0 0
R= 0 0 RuoX.dom 0 0 (7.11)
0 0 0 Ryox,dom 0
I 0 0 0 0 Rpg. flector,dom |

Table 7.3 shows the number of sets of basis functions and from where the data used to construct
those basis functions comes. G-POD uses the same data set as G2-POD, but with fewer basis
functions retained. DDT-POD and DDT2-POD both have their basis functions constructed

determined from the material type of domain, but differing data sets.

7.3.3 Limiting the Number of Snapshots

Three out of the six methods described in Section 7.3.2, G-POD, DDT-POD and DDL-POD,
were tested by limiting the number of snapshots available to each methods. Methods with this

limitation are referred to as G-POD-lim, DDT-POD-lim and DDL-POD-lim. This limitation
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Name Sets of Basis Functions Data Used to Construct Basis Functions

G-POD 1 Global data: Ugjopar, 250 basis functions retained

G2-POD 1 Global data: Ugjopar, D0 basis functions retained

DDT-POD 3 Type of domain: Uyox, Unmox, Urefiector

DDL-POD 5 Location of domain: Uy, Us, Uz, Uy, Us

DDTL-POD 12 Location and type of domain: Uryp roc

DDT2-POD 3 Type of domain from alternate data set: Uyox,dom, Unox,dom: URefiector.dom

Table 7.3: Table showing the six methods, how many sets of basis functions are retained and
the data from which they are constructed. POD, Proper Orthogonal Decomposition.

was imposed by randomly selecting 50 snapshots from Ugjope; to form the snapshot matrix Uy, .
Each method can only use basis functions made from Uy;,,. G-POD-lim is therefore limited to
50 basis functions, as the number of basis functions cannot exceed the number of snapshots.
Dividing Up;,, into domains based on the material type results in 112, 114 and 24 snapshots
available for UOX, MOX and reflector, respectively. The sets of basis functions for DDT-POD-
lim are constructed from these, and the number of basis functions retained are 50, 50 and 24
for Ryox, Rmox and Rpgeficetor, respectively. DDL-POD-Lim has 50 snapshots available for
each location within the system, allowing 50 basis functions to be retained for each location.
G-POD-lim, DDT-POD-lim and DDL-POD-lim are then used to produce solutions for the 400

sets of parameters used in Section 7.3.1 to produce Ugiopai-

7.3.4 Smart Selection of the Number of Basis Functions

G-POD, DDT-POD and DDL-POD are again tested by smart selection of the number of basis
functions. Methods with this smart selection are referred to as G-POD-basis, DDT-POD-basis
and DDL-POD-basis. The smart selection is formed by finding the P basis functions required
to satisfy Equation (5.7) when v = 0.99999. These basis functions were constructed from
the snapshot matrix Ugppe. It was found that G-POD-basis required 98 basis functions to
capture 99.999% of the energy based on Equation (5.7). For DDT-POD-basis: Ryox, Rumox
and Rpgefiector required 30, 30 and 13 basis functions, respectively, to capture 99.999% of the
energy based on Equation (5.7). This means that DDT-POD-basis has between 116 and 150
basis functions depending on what types of domains are contained within the global system,
based on the set of parameters being solved. For DDL-POD-basis: Ry, Ro, R3, R4 and Rj
required 22, 37, 45, 45 and 28 basis functions, respectively, to capture 99.999% of the energy
based on Equation (5.7), for a total of 177 basis functions.
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7.3.5 POD-Based Results

A look at how each method performs for a single set of parameters (R = 2, Ry = 2, R3 =
1, Ry =1, Rs = 4) is shown here. First, keg convergence is shown and, following this, a look at

the flux profiles and pointwise error for a few energy groups.

G-POD uses one set of basis functions to reduce the dimensionality of the full system from
9350 variables to 250. G2-POD uses one set of basis functions to reduce the dimensionality of
the full system from 9350 variables to 50. DDT-POD, DDL-POD, DDTL-POD and DD2-POD
all use five sets of basis functions that each reduce the dimensionality in a single domain from
1870 variables to 50, with the sets’ basis functions used determined by the parameters of the

solution being solved.

Figure 7.4 shows the kg convergence for all methods along with the HFM. All methods converge

to a k.g value close to the HFM in under 15 iterations.

1.150 4

1.125 4

1.100 4

1.075 4

1.050 4
—— HFM

G-POD
— G2-POD
—— DDT-POD
—— DDL-POD
—— DDTL-POD

DDT2-POD

1.025 4

1.000 +

0 2 9 6 8 10 12 14

Figure 7.4: keg vs. iteration number for all methods and the High-Fidelity Model (HFM).

The scalar fluxes and the absolute pointwise error in the profiles are now compared for each
ROM. Figures 7.5-7.10 show the flux profile for different energy groups for all methods. Fig-
ures 7.5 shows Energy Group 1. Figure 7.6 shows Energy Group 5. Figure 7.7 shows Energy
Group 9. Figure 7.8 shows Energy Group 13. Figure 7.9 shows Energy Group 17. Figure 7.10
shows Energy Group 21. All methods show good approximation to the HFM. The absolute

pointwise error is similar for all methods except G2-POD, which is an order of magnitude worse.
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Figure 7.5: Scalar flux for Energy Group 1 for the HFM (blue) and POD methods and the
pointwise error between them with parameters Ry =2, Ry =2, R3 =1, Ry =1, R5s = 4.
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Figure 7.6: Scalar flux for Energy Group 5 for the HFM (blue) and POD methods and the
pointwise error between them with parameters Ry =2, Ry =2, R3 =1, Ry =1, R5 = 4.

Figure 7.11 shows the errors for all six methods in boxplot format. G-POD, DDT-POD,
DDL-POD, DDTL-POD and DDT2-POD all show errors in the same order of magnitude. Out
of these methods, DDT2-POD and DDL-POD show the largest range and the largest values.
G2-POD shows the worst errors being two orders of magnitude worse than the other four.
Table 7.4 shows the mean absolute maximum error in the flux profile and the mean kqg for the
400 sets of parameters. It can be seen that G-POD, DDT-POD, DDL-POD and DDT2-POD

all have mean errors in the same magnitude. Out of these four DDL-POD has the worst mean
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Figure 7.7: Scalar flux for Energy Group 9 for the HFM (blue) and POD methods and the
pointwise error between them with parameters Ry =2, Ry =2, R3 =1, Ry = 1, Ry = 4.
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Figure 7.8: Scalar flux for Energy Group 13 for the HFM (blue) and POD methods and the
pointwise error between them with parameters Ry =2, Ry =2, R3 =1, Ry = 1, R5 = 4.

flux error, and DDT2-POD has the worst mean k. error. G-POD has the best mean flux and
keg errors. G2-POD has a mean flux error that is an order of magnitude worse than the other

four and has a mean kg error that is two orders of magnitude worse.
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Figure 7.9: Scalar flux for Energy Group 17 for the HFM (blue) and POD methods and the
pointwise error between them with parameters Ry =2, Ry =2, R3 =1, Ry = 1, Ry = 4.
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Figure 7.10: Scalar flux for Energy Group 21 for the HFM (blue) and POD methods and the
pointwise error between them with parameters Ry =2, Ry =2, R3 =1, Ry = 1, R5 = 4.

7.3.6 Results for Limiting the Number of Snapshots and Smart Se-

lection of the Number of Basis Functions

This section contains the results from limiting the number of snapshots and smart selection of
the number of basis functions. The same set of parameters used in Section 7.3.5 (R; = 2, Ry =

2,R3 =1,Ry =1, Rs = 4) is used here to investigate how the methods perform with these two
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Figure 7.11: Boxplots showing the errors for all six methods. The median is given by the orange
line, the interquartile ranges by the box and the minimum and maximum values by whiskers.

G-POD G2-POD DDT-POD DDL-POD DDTL-POD DDT2-POD
Flux Error 1.2286 x 1073 2.7860 x 1072 1.2391 x 107% 1.7601 x 103 1.6563 x 10™®  1.6593 x 1073
ke Error — 2.2952 x 107°  4.3557 x 1073 2.3154 x 1075 2.3901 x 107> 2.6866 x 107> 5.6589 x 1075

Table 7.4: Mean absolute maximum errors in the flux profile and kg for solutions using POD-
based reduced-order models.

tests. First, keg convergence is shown and, following this, a look at the flux profiles and the

pointwise error for differing energy groups.

G-POD-lim uses one set of basis functions to reduce the dimensionality of the full system from
9350 variables to 50. DDT-POD-lim reduces the dimensionality of the full system from 9350
variables to between 198 and 250, depending on the types of domains contained within the
problem being solved, using five sets of basis functions. The set of parameters being examined
here has the dimensionality reduced to 224. DDL-POD-lim reduces the dimensionality of the
system from 9350 variables to 250 using five sets of basis functions. G-POD-basis uses one
set of basis functions to reduce the dimensionality of the system from 9350 variables to 98.
DDT-POD-basis uses five sets of basis functions to reduce the system from 9350 variables to
between 116 and 150 depending on the types of domains contained within the problem being
solved. For the set of parameters being examined here, the dimensionality is reduced to 133.
DDL-POD-basis uses five sets of basis functions to reduce the system from 9350 variables to

177.

Figure 7.12 shows the kg convergence for the three methods with a limited number of snapshots
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and smart selection of the number of basis functions along with the HFM. All tested methods

converge to a keg value close to the HFM in under 15 power iterations.
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Figure 7.12: keg vs. iteration number for the HFM and the three methods with limited (lim)
number of snapshots or smart selection of number of basis functions.

The scalar fluxes and the absolute pointwise error in the profiles are now compared for each
ROM. Figures 7.13-7.18 show the flux profile for different energy groups for the HFM and
the three methods with a limited number of snapshots and smart selection of number of basis
functions. Figure 7.13 shows Energy Group 1. Figure 7.14 shows Energy Group 5. Figure 7.15
shows Energy Group 9. Figure 7.16 shows Energy Group 13. Figure 7.17 shows Energy Group
17. Figure 7.18 shows Energy Group 21. All methods show good approximation to the HFM,
although G-POD-lim has higher pointwise errors than the other methods shown. G-POD-basis,
DDT-POD-basis and DDL-POD-basis show pointwise errors in the same order of magnitude.

Figure 7.19 shows the errors for all methods with a limited number of snapshots or smart
selection of the number of basis functions in boxplot format. When the number of snapshots is
limited, it can be observed that G-POD-lim has medians and interquartile ranges that are an
order of magnitude worse than either domain decomposition method. DDL-POD-lim has lower
medians and interquartile ranges than DDT-POD-lim. When smart selection of a number of
basis functions is done, it can be observed that G-POD-basis, DDT-POD-basis and DDL-POD-
basis all show very similar medians and interquartile ranges despite having different numbers

of basis functions.

Table 7.5 shows the mean absolute maximum error in the flux profile and the mean k. for
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Figure 7.13:  Scalar flux for Energy Group 1 for the HFM (blue) and POD-
based ROMs, with limited number of snapshots or smart selection of number of
basis functions, in crosses, and the pointwise error between them with parameters

Rl :2,R2:2,R3:1,R4:1,R5:4.

0.0030 4 2 WM 10°%
s % GPOD-lim
X'x‘ %  DDT-POD-lim 107 4
0.0025 %X DDL-POD-lim
% G-POD-basis
%X  DDT-POD-basis 1078 4
0.0020 DDL-POD-basis

10-9 4
0.0015

10-10 4
0.0010 -

07 Gpop-im

—— DDT-POD-lim
0.0005 10-12 ] — DDL-POD-im
—— G-POD-basis

’S”*’SXK —— DDT-POD-basis

0.0000 o T e M T K 10713 4 DDL-POD-basis

0 20 a0 60 80 100 0 20 20 60 80 100
(a) Scalar flux (neutrons cm=2s71) vs. x (cm), (b) Absolute pointwise error

HFM solution in blue, POD-based ROMs, (neutronscm2s71) vs. x (cm) for all
with the limited number of snapshots or smart POD-based ROMs, with the limited number
selection of the number of basis functions, of snapshots or smart selection of the number
in crosses. of basis functions, in crosses.

Figure 7.14: Scalar flux for Energy Group 1 for the HFM (blue) and POD-based
ROMs, with the limited number of snapshots or smart selection of the number of
basis functions, in crosses, and the pointwise error between them with parameters

Rl :2,R2:2,R3:1,R4:1,R5:4.

the 400 sets of parameters. It can be observed that G-POD-lim has errors that are at least
an order of magnitude worse than DDT-POD-lim and DDL-POD-lim. Of the three methods
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Figure 7.15: Scalar flux for Energy Group 1 for the HFM (blue) and POD-based
ROMs, with the limited number of snapshots or smart selection of the number of

basis functions, in crosses, and the pointwise error between them with parameters

Rl :2,R2:2,R3:1,R4:1,R5:4.
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Figure 7.16: Scalar flux for Energy Group 1 for the HFM (blue) and POD-based
ROMs, with the limited number of snapshots or smart selection of the number of
basis functions, in crosses, and the pointwise error between them with parameters

Rl :2,R2:2,R3:1,R4:1,R5:4.

tested by limiting the number of snapshots, DDL-POD-lim has the lowest mean errors. G-POD-
basis, DDT-POD-basis and DDL-POD-basis all show mean errors of the same magnitude, with
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Figure 7.17: Scalar flux for Energy Group 1 for the HFM (blue) and POD-based ROMs, with
the limited number of snapshots or smart selection of the number of basis functions, in crosses,
and the pointwise error between them with parameters Ry =2, Ry =2, R3 =1, Ry =1, R5 = 4.
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Figure 7.18:

POD-based ROMs, with the limited number
of snapshots or smart selection of the number
of basis functions, in crosses.

Scalar flux for Energy Group 1 for the HFM (blue) and POD-based

ROMs, with the limited number of snapshots or smart selection of the number of
basis functions, in crosses, and the pointwise error between them with parameters

Rl :2,R2:2,R3:1,R4:1,R5:4.

DDL-POD-basis being slightly worse than the other two.
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Figure 7.19: Boxplots showing the errors for methods with the limited number of snapshots
and smart selection of the number of basis functions. The median is given by the orange line,
the interquartile ranges by the box and the minimum and maximum values by whiskers.

G-POD-lim DDT-POD-lim DDL-POD-lim G-POD-basis DDT-POD-basis DDL-POD-basis
Flux Error 2.4846 x 10~!  7.5716 x 1073 2.1496 x 1073 1.2416 x 1073 1.2375 x 1073 3.1000 x 1073
keg Error  2.3198 x 1072 1.3405 x 1073 7.5412 x 107 2.5474 x 1075 2.4721 x 107° 6.1249 x 10~°

Table 7.5: Mean absolute maximum errors in the flux profile and kg for solutions using POD-
based reduced-order models with the limited number of snapshots and smart selection of the
number of basis functions.

7.4 2D Reactor

7.4.1 Test Problem and construction of snapshot matrices

A 2D reactor core is solved in order to test the method. This 2D reactor core is based on
the KAIST benchmark [149]. The possible configurations for the reactor core can be seen in
figure 7.20. This is 4 x 4 grid of sub-domains that can be UOX fuel assemblies, MOX fuel
assemblies or reflector material. Each of these sub-domains is 21.42cm x 21.42¢m, the same
size as the KAIST benchmark. Each of these sub-domains has 40 x 40 cells with each cell being
0.5355 x 0.5355.

Each fuel assembly is a 5 x 5 grid of fuel rods or guide tubes/control rods. The configuration

for the UOX fuel assembly can be seen in figure 7.21 and the configuration for the MOX fuel
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Figure 7.20: 4 x 4 grid of possible configurations for the reactor. Green represents domains
that can be either UOX or MOX fuel assemblies. Orange represents areas that can be either
UOX or MOX fuel assemblies or contain reflector material. Blue represents Reflector material.

assembly can be seen in figure 7.21. The fuel assemblies contain 21 fuel rods and have 4 guide
tubes, these can either be empty of have control rods fully inserted. Each sub-domain in the

5 x 5 grid has 8 x 8 cells.

Figure 7.21: 5 x 5 grid configuration of the UOX fuel assembly. Green represents fuel rods
containing Uranium Oxide. Blue represents guide tubes that can either be empty or contain
control rods.

The configuration for the fuel rod and guide tube sub-domains can be seen in figure 7.23. These
sub-domains have a surrounding grid of coolant material and a central area whose material
properties depend on the sub-domain it is representing. For fuel rods this material is either
UOX or MOX (4.3%, 7.0% or 8.3%). For guide tubes this is either control rod material, if

control rods are inserted, or coolant material, if control rods are removed.

Each possible reactor configuration therefore has 160 x 160 cells giving 25600 spatial degrees of
freedom. Energy is also discretised into 7 groups, raising the total number of degrees of freedom

to 179200. The material cross-sections for this are taken from the KAIST benchmark [149].
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Figure 7.22: 5 x 5 grid configuration of the MOX fuel assembly. Green, Orange and Red
represents fuel rods containing Mixed Oxide fuel with either 4.3% (Green), 7.0% (Orange) or
8.3% (Red) of plutonium. Blue represents guide tubes that can either be empty or contain
control rods.

Figure 7.23: 8 x 8 grid configuration of fuel rods and guide tubes. Green represents either
the UOX or MOX material or the guide tube and control rod materials depending on what is
represents. Blue represents coolant material.

Four-hundred HFM snapshots are generated for the above problem. FEach snapshot has 9
parameters which represent the 9 domains in the top left corner of figure 7.20: D;;, Dis
... D33 representing domains 2y 1, €215 ... 33 respectively. These parameters are randomly
assigned a value between 0 and either 3 or 4 depending on the position. A value of 0 represents
UOX without control rods inserted, a value of 1 represents UOX with control rods inserted, a
value of 2 represents MOX without control rods inserted, a value of 3 represents MOX with

control rods inserted and a value of 4 represents reflector material.

The snapshot matrix Ugopa contains these 400 HEM snapshots and is 179200 x 400. Previous
research indicated that one of the best ways to decompose a reactor core into sub-domains was
to construct snapshot matrices from the type of material in each sub-domain [11]. The sub-
domains used to form the snapshot matrices can be separated into two methods. In the first
method the snapshot matrices are constructed from the fuel assemblies forming three different

matrices:
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1. Uyox containing any sub-domain that is a UOX fuel assembly, size 11200 x 1783

2. Upjox containing any sub-domain that is a MOX fuel assembly, size 11200 x 1703

3. URgefiector containing any sub-domain that is reflector material, size 11200 x 2914
In the second method the snapshot matrices are constructed from the fuel rods forming six
different matrices:

1. Uyox containing any sub-domain that is a UOX fuel rod, size 448 x 37443

2. Uproxas containing any sub-domain that is a MOX 4.3% fuel rod, size 448 x 20436

3. Unroxr.o containing any sub-domain that is a MOX 7.0% fuel rod, size 448 x 6812

4. Upoxss containing any sub-domain that is a MOX 8.3% fuel rod, size 448 x 8515

5. URgefiector containing any sub-domain that is reflector material, size 448 x 72850

6. Uguide containing any sub-domain that is a guide tube or control rod, size 448 x 13944

7.4.2 Additional data set and construction of alternative snapshot

matrices

An additional data set is generated here that are also used to construct alternative snapshot
matrices. The purpose of this data set is to investigate if ROMs constructed from a smaller
data set, a 3 x 3 of sub-domains can be used to produce solutions of the larger problem outlined
in the previous section. The possible configurations for this can be seen in figure 7.24. Four-
hundred HFM snapshots are generated for the above alternative data. Each snapshot has 9
parameters which represent the 9 domains in figure 7.24. These again can be be between 0 and

4 with the values representing the same sub-domains as in the previous section.

The snapshot matrix Uy, contains these 400 HFM snapshots and is 100800 x 400. If using
the first method the snapshot matrices are constructed from the fuel assemblies forming three

different matrices:

1. Upox,an containing any sub-domain that is a UOX fuel assembly, size 11200 x 1503
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Figure 7.24: 3 x 3 grid of possible configurations for the alternative dataset. Green represents
domains that can be either UOX or MOX fuel assemblies. Orange represents areas that can be
either UOX or MOX fuel assemblies or contain reflector material.

2. Upox ai containing any sub-domain that is a MOX fuel assembly, size 11200 x 1472

3. URgefiector,air containing any sub-domain that is reflector material, size 11200 x 625
If using the second method the snapshot matrices are constructed from the fuel rods forming
six different matrices:

1. Uyox,an containing any sub-domain that is a UOX fuel rod, size 448 x 17031

2. Upoxas ar containing any sub-domain that is a MOX 4.3% fuel rod, size 448 x 9204

3. Unox7.o,4i containing any sub-domain that is a MOX 7.0% fuel rod, size 448 x 3068

4. Upoxss,ar containing any sub-domain that is a MOX 8.3% fuel rod, size 448 x 3835

5. URefiector, it containing any sub-domain that is reflector material, size 448 x 5550

6. UGuide,Aix containing any sub-domain that is a guide tube or control rod, size 448 x 6312
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7.4.3 Construction of ROMs

There are two types of ROM used here and all methods are tested with both types. The first
type of ROM is the POD method and the second type of ROM is the autoencoder method.
The POD method involves applying SVD to individual snapshot matrices to produce a basis
function matrix that corresponds with that snapshot matrix. The autoencoder method involves
training an autoencoder on each snapshot matrix. Each method is labelled in the form ROM-
LEVEL-NUM where ROM is the type of ROM, either POD or AE, LEVEL is the level at which
compression is done, either FA for fuel assemblies or FR for fuel rods, and NUM is the number
of variables compressed to, either 10 or 50. An additional -ALT can be included to represent the
construction using the alternative data set. An example is AE-FR-10, which uses autoencoders
to compress each fuel rod to 10 variables and would involve training 6 autoencoders using the

following matrices:

1. Uyox being used to train fAFvox with a latent space of 10

2. Unoxas being used to train fAPMox43 with a latent space of 10
3. Unoxro being used to train fAEMOox70 with a latent space of 10
4. Upoxss being used to train fAPmoxss with a latent space of 10
5. URgefiector being used to train fABResiector wwith a latent space of 10

6. Uguidge being used to train fAPcuide with a latent space of 10

Another example would be POD-FA-50-ALT which involves using POD to produce basis func-

tions for each fuel assembly from the alternative data set and retains 50 basis functions:

1. Uvox,an being used to construct Ryox, i retaining 50 basis functions
2. Umox ar being used to construct Raysox ai retaining 50 basis functions

3. URefiector, a1t being used to construct Rpgefiector,aie Tetaining 50 basis functions
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7.4.4 Scaling factor for Autoencoder-based ROMs

It has been noted that a 3 x 3 reactor core produces flux in a different magnitude than a 4 x 4
reactor core. POD can handle this difference but autoencoders struggle to match this, requiring
that data be scaled into a single magnitude. A method is presented here to scale data to a
single magnitude pre-training. To use the autoencoders to produce 4 x 4 reactor core solutions
then the training data from 3 x 3 reactor core dataset needs to be scaled to to the 4 x 4 reactor

core magnitude.

Figure 7.25: 4 x 4 grid of possible configurations for the reactor with a red square showing how
the alternative data-set is produce from a part of the full reactor.

Figure 7.25 shows how a 3 x 3 grid might be overlayed over a 4 x 4 grid. Two solutions can
be generated, one consisting of the material properties within the full 4 x 4 grid and one only
consisting of material properties within the 3 x 3 grid for a single sample 7. A number of samples
containing two solutions must be generated, in this case 50 samples were chosen. The system
is then split into four quadrants, given by figure 7.26. The data from the 4 x 4 solution that is
contained within a single quadrant (¢, ¢rye) is then compared with the data from 3 x 3 solution
that matches the material parameters and is also contained within the same quadrant (¢q ; at)-
A scaling factor (s) for each quadrant (a) and each energy group (g) is given by dividing the
4 x 4 data (¢yye) by the 3 x 3 data (¢q) for a single sample i and taking the mean across all
of them:

Sag = (M),Vg €{1,2,...,N,}, (7.12)

Pa,i,altrg

Data from the 3 x 3 core solutions can then scaled to be the same magnitude as the 4 x 4

dataset by multiplying by the scaling factor:
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Figure 7.26: 4 x 4 grid of possible configurations for the reactor with black squares showing the
four quadrants.

d)a,alt—scaled,g = Sa,gd.)a,alt,g (713)
The dataset containing g 11— scated,q contains the 350 other snapshots not used to determine
the scaling factor. This is then used to train the autoencoders. These autoencoders are already

scaled for the 4 x 4 solutions, therefore no scaling factor is needed while generating solutions.

7.4.5 Compression

BRI

1073 4
% .

(a) Boxplot of the compression (b) Boxplot of the compression (c) Boxplot of the compression
errors for the fuel assembly com- errors for the fuel assembly com- errors for the fuel rod compres-
pression to 50 variables using pression to 10 variables using sion to 10 variables using Au-
Autoencoders and POD. Autoencoders and POD. toencoders and POD.

Figure 7.27: Boxplot of the compression errors using Autoencoders trained on the standard
and alternative dataset and POD basis functions generated from the standard and alternative
dataset. The median is given by the orange line, the interquartile ranges by the box and the
minimum and maximum values by whiskers.

Figure 7.27 show the boxplots of the compression errors for all methods. It can be observed that
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for the 50 variables the POD methods outperforms the AE methods. It can also be seen that

the methods utilising the Alternative dataset all perform marginally worse than the standard

dataset.

FA-50Var AE-FA-50Var AE-FA-50Var-Alt POD-FA-50Var POD-FA-50Var-Alt
Compression Error ~ 5.821 x 1073 8.149 x 1073 7.549 x 10~* 1.682 x 1073
FA-10Var AE-FA-10Var AE-FA-10Var-Alt POD-FA-10Var POD-FA-10Var-Alt
Compression Error  1.484 x 1072 2.906 x 1072 3.349 x 1072 3.941 x 1072
FR-10Var AE-FR-10Var AE-FR-10Var-Alt POD-FR-10Var POD-FR-10Var-Alt
Compression Error  4.484 x 1073 7.171 x 1073 8.89 x 1073 9.646 x 1073

Table 7.6: Mean compression errors in the flux profile for dimensionality reduction methods
using AEs and POD.

Table 7.6 shows the mean compression errors across all samples. The 50 variable fuel assembly
compression shows that POD is much more effective, being almost an entire order of magnitude
better than the AE methods. For the lower variable compression, all compression errors are

within the same order of magnitude, with the AE methods being slightly better than POD.

7.4.6 Results

Figure 7.28 shows the test configuration used for the results in this section. Figure 7.28a shows
the 9 parameter values, surrounded by the reflector sub-domains. Figure 7.28b shows the actual
sub-domain material properties. This solution required the UOX, MOX and Reflector ROMs.
The UOX ROM is used 5 times, the MOX ROM is used 4 times and the Reflector ROM is used

7 times.

Figure 7.29 shows the Scalar flux profiles for the POD-FA-50var and POD-FA-50var-Alt ROMs
and the pointwise comparison with the HFM. The highest errors appear to occur at the sub-

domain interfaces, apparent around the fuel assemblies.

Figure 7.30 shows the Scalar flux profiles for the AE-FA-50var and AE-FA-50var-Alt ROMs
and the pointwise comparison with the HFM. Again, The highest errors appear to occur at
the sub-domain interfaces, apparent around the fuel assemblies. These errors are an order of

magnitude worse than the POD ones in figure 7.29.

Figure 7.31 shows the keg convergence for each method compressing the fuel assemblies to 50

171



Dy = Dyo=3 Dy3=3 4
Doy =2 D9 =0 Dy 5 =2 4
D31 =0 D39 = D33 =0 4
4 4 4 4

(a) Reactor test configuration showing values
of the 9 parameters and surrounding reflector
domains.

UOX-CR MOX-CR | MOX-CR | Reflector
MOX-GT | UOX-GT MOX-GT | Reflector
UOX-GT UOX-CR UOX-GT Reflector
Reflector Reflector Reflector Reflector

(b) Reactor test configuration showing actual
sub-domain regions. Each sub-domains con-
tains either UOX fuel assembly, MOX fuel as-
sembly or Reflector. Each fuel assembly con-
tains either guide tubes (GT) or control rods
(CR).

Figure 7.28: Reactor test configurations for both parameters and the corresponding sub-domain

material properties.
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(b) Scalar flux (neutrons cm=2s~!) across the
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and POD-FA-50var-Alt ROM and a pointwise
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Figure 7.29: Fuel assembly flux and pointwise comparison for a reactor core solution using
POD-FA-50var and POD-FA-50var-Alt with the test configuration.

variables. It can be observed that the POD methods converge to a keg that is closer to the

HFM than the AE methods. The AE methods also show slower convergence than the POD
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Figure 7.30: Fuel assembly flux and pointwise comparison for a reactor core solution using
AE-FA-50var and AE-FA-50var-Alt with the test configuration.
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Figure 7.31: keg vs power iteration for the test configuration. The converged kg for each method
is as follows: HFM - 0.80659, POD-FA-50var - 0.80588, POD-FA-50var-Alt - 0.80597, AE-
FA-50var - 0.80460, AE-FA-50var-Alt -0.80338.

methods.

Figure 7.32 shows the Scalar flux profiles for the POD-FA-10var and POD-FA-10var-Alt ROMs

and the pointwise comparison with the HFM. The highest errors are at the sub-domain inter-

faces, apparent between fuel assemblies.
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Figure 7.32: Fuel assembly flux and pointwise comparison for a reactor core solution using
POD-FA-10var and POD-FA-10var-Alt with the test configuration.
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Figure 7.33: Fuel assembly flux and pointwise comparison for a reactor core solution using
AE-FA-10var and AE-FA-10var-Alt with the test configuration.

Figure 7.33 shows the Scalar flux profiles for the AE-FA-10var and AE-FA-10var-Alt ROMs

and the pointwise comparison with the HFM. Again the highest errors can be seen at the

sub-domain interfaces, although they are slightly lower than the POD solution in figure 7.32.
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Figure 7.34: k.g vs power iteration for the test configuration. The converged k.g for each method
is as follows: HFM - 0.80659, POD-FA-10var - 0.80019, POD-FA-10var-Alt - 0.79648, AE-

FA-10var - 0.80371, AE-FA-10var-Alt -0.80479.

Figure 7.34 shows the k.g for all methods compressing the fuel assemblies to 10 variables. It

can be seen that the POD methods converge to a keg that is lower than the HFM, with the AE

methods being closer.
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Figure 7.35: Fuel assembly flux and pointwise comparison for a reactor core solution using
POD-FR-10var and POD-FR-10var-Alt with the test configuration.

Figure 7.35 shows the Scalar flux profiles for the POD-FR-10var and POD-FR-10var-Alt ROMs
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and the pointwise comparison with the HFM. The errors can be seen to be largest in the control

rod and guide-tube region, apparent at the four locations in each fuel assembly.
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Figure 7.36: Fuel assembly flux and pointwise comparison for a reactor core solution using
AE-FR-10var and AE-FR-10var-Alt with the test configuration.

Figure 7.36 shows the Scalar flux profiles for the AE-FR-10var and AE-FR-10var-Alt ROMs
and the pointwise comparison with the HFM. For both these methods the highest error occurs
on one specific sub-domain, at the top and the second from the right. This sub-domain contains

UOX-CR material properties.

Figure 7.37 contains the keg for each method compressing the fuel rods to 10 variables. All
methods show slower convergence than the fuel assembly solutions. The AE methods converge

to a keg that is closer to the HFM than the POD methods.

Figure 7.38 shows the boxplots for the maximum errors in the flux profile for all methods. It can
be observed that typically the AE methods have a higher range than the POD methods. For
the fuel assembly compression to 50 variables, the POD methods outperform the AE methods,
achieving a lower median. For the fuel assembly compression to 10 variables and the fuel rod
compression to 10 variables, the AE methods achieve a slightly lower median than the POD
methods.

Figure 7.39 shows the boxplots for the errors in kg for all methods. Again, it can be observed
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Figure 7.37: keg vs power iteration for the test configuration. The converged k.g for each method
is as follows: HFM - 0.80659, POD-FR-10var - 0.80123, POD-FR-10var-Alt - 0.80466, AE-
FR-~10var - 0.80472, AE-FR-10var-Alt -0.80503.

(a) Boxplot of the error in the (b) Boxplot of the error in the
flux profile using the ROMs that flux profile using the ROMs that
compress the fuel assembly to compress the fuel assembly to

50 variables compared with the 10 variables compared with the
HFM. HFM.

(c) Boxplot of the error in the
flux profile using the ROMs that
compress the fuel rods to 10 vari-
ables compared with the HFM.

Figure 7.38: Boxplot of the error in the flux profile solution generated using Autoencoders
trained on the standard and alternative datasets and POD basis functions generated from the
standard and alternative datasets compared with the HFM. The median is given by the orange
line, the interquartile ranges by the box and the minimum and maximum values by whiskers.

that typically the AE methods have a higher range than the POD methods. For the fuel
assembly compression to 50 variables, the POD methods outperform the AE methods, achieving
a lower median. For the fuel assembly compression to 10 variables and the fuel rod compression

to 10 variables, the AE methods achieve a slightly lower median than the POD methods.

Table 7.7 contains the mean maximum flux errors and k.g errors for all methods. It can be

observed that the errors for the POD methods compressing the fuel assembly to 50 variables are
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Figure 7.39: Boxplot of the error in the flux profile solution generated using Autoencoders
trained on the standard and alternative datasets and POD basis functions generated from the
standard and alternative datasets compared with the HFM. The median is given by the orange
line, the interquartile ranges by the box and the minimum and maximum values by whiskers.

FA-50Var AE-FA-50Var AE-FA-50Var-Alt POD-FA-50Var POD-FA-50Var-Alt
Flux Error 1.457 x 1072 1.794 x 1072 1.842 x 1073 2.175 x 1073
keg Error 5.764 x 1073 2.734 x 1073 5.432 x 1074 6.012 x 1074

FA-10Var AE-FA-10Var AE-FA-10Var-Alt POD-FA-10Var POD-FA-10Var-Alt

Flux Error 4.004 x 1072 5.342 x 1072 5.312 x 1072 5.624 x 1072
keg Error 3.692 x 1073 5.471 x 1073 6.029 x 1073 8.551 x 1073
FR-10Var AE-FR-10Var AE-FR-10Var-Alt POD-FR-10Var POD-FR-10Var-Alt
Flux Error 9.211 x 1073 1.251 x 1072 1.666 x 102 1.982 x 102
keg Error 2.079 x 1073 2.603 x 1073 3.341 x 1073 1.898 x 1073

Table 7.7: Mean maximum errors in the flux profile and k.g errors for solutions generated using
AEs and POD ROMs, compared with the HFM.

about an order of magnitude better than the AE methods. For the methods compressing the fuel
assembly to 10 variables and the fuel rods to 10 variables, all methods perform similarly, within
the same order of magnitude. The alternative dataset has similar errors to the corresponding
method using a standard dataset for all methods. This indicates that an alternative dataset

could be used to reduce the offline computational cost.
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7.5 Summary

For the 1D problem, the accuracy of the solution was in the same order of magnitude when a
total of 250 basis functions were used, irrespective of the domain decomposition methods used.
This means that domain decomposition methods and locally formed solutions can be used with
POD without a significant loss in accuracy. This is important, as it avoids using high-fidelity
models for full reactor simulations to form the snapshots. These high-fidelity simulations may

be computationally expensive or even intractable.

It was found that when the basis functions were constructed from the same snapshots as the
global system, the accuracy was similar whether they were constructed based on the type,
being UOX, MOX or reflector sub-domains, or location of the data, being the position of the
sub-domain within the system. This has implications when considering large-scale problems
where sub-domains with the same material properties and geometry repeat themselves. When
the basis functions are constructed from the locations of sub-domains, the number of sets of
basis functions required increases if the number of sub-domains increases. However, when basis
functions are constructed based on the material type of sub-domains, assuming that new sub-
domains have the same material types as existing ones, the required number of basis functions
does not increase. This can be beneficial if domains have many degrees of freedom, singular-
value decomposition becomes computationally expensive, and similar sub-domains are repeated

within the system.

It was also found that a much smaller data set, constructed using a set of snapshots that
were significantly less expensive to generate, could be used to generate basis functions where
the solutions were only slightly less accurate than using the snapshots generated over the
full solution. This means that the offline computational cost could be significantly decreased
by being able to generate basis functions from smaller snapshots. This also means that the
problem could be scaled up or modifications made to the geometry without requiring more

offline computational work.

It was also found that when the number of basis functions retained in the global method
was 50, it performed significantly worse than when domain decomposition methods were used.

Although the number of POD coefficients used globally is less than the domain decomposition
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methods, the information retained by the global method is the same as the five sets of basis
functions because the basis functions for the global method are a matrix of 9350 x 50. For the
domain decomposition methods, it is five matrices of size 1870 x 50. The total information in
these matrices is the same. For the domain decomposition method, the global basis functions
is a matrix of size 9350 x 250, but a significant portion of this matrix is zeros and, as such, can

be ignored in computational costs.

Three of the methods presented were selected for additional testing. These three methods
were G-POD, DDL-POD and DDT-POD. The first of these tests was to limit the number of
snapshots available to the methods. All three methods had lower accuracy than when the
full range of snapshots was utilised. The global method was greatly affected by the number of
basis functions it could retain and had significantly worse accuracy. The domain decomposition
methods were less limited by this and could use more basis functions than the global method,
but still had a slight loss in accuracy compared to when all snapshots were used. It was found
that the methods utilising domain decomposition performed better than the global method for
a limited number of snapshots. This is beneficial if it is either difficult or time-consuming to

produce a large number of snapshots.

The second test performed on the three methods, G-POD, DDL-POD and DDT-POD, was the
smart selection of the number of basis functions. This was done by determining the number
of basis functions based on the energy retained rather than a fixed number. It was found
that all methods performed similarly but had different numbers of basis functions to reach the
same fraction of energy retained. The global method required the smallest total number of
basis functions, followed by the method based on the type of domain, and finally, the method
based on location required the most basis functions. POD methods combined with domain
decomposition produced more accurate solutions with fewer basis functions when the sets of
basis functions were constructed based on the material type of domain rather than the location.
Although the global method required the smallest total number of basis functions, each of
these basis functions spans the whole computational domain. The domain decomposition basis
functions only span a single sub-domain, thereby being one-fifth the size of the ones used in

the global method.

The accuracy of these methods was largely independent of whether sets of basis functions were

constructed based on the material type, location or both of the sub-domains. This means that
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sets of basis functions could be repeated in the global system for sub-domains with similar
material properties. For a reactor, where sub-domains with the same material parameters
appear several times, this could significantly improve optimisation by enabling rapid solutions
to changes in the geometry, such as the layout or amount of fuel assemblies, without an increase
in the offline computational cost. It was found that basis functions could be generated from a set
of snapshots that were not generated from the full HFM without a significant loss in accuracy.
This can significantly reduce the offline computational cost to create the basis functions, one

of the current limitations of ROM.

Additional testing of the methods found that when the number of snapshots used to construct
the ROMs was limited, all three methods suffered a loss in accuracy, but the global method
had a more significant reduction in accuracy than either domain decomposition method used.
If the number of initial snapshots is limited, it would be beneficial to use domain decomposition
methods instead. An additional test was performed by a smart selection of a number of basis
functions, where this was chosen based on the fraction of energy retained. It was found that all
three methods performed with similar levels of accuracy, despite the different number of basis
functions used with each method. For the domain decomposition methods, constructing the
sets of basis functions from the material type of domain produced slightly more accurate results

with fewer basis functions than when they were constructed from the location of the domain.

These methods were extended to a 2D problem and compared with using autoencoders. It
was observed that the POD methods outperform the AE methods when a higher number of
variables are used. However, when this is reduced, the AE methods perform similarly to the
POD methods. An alternative dataset is also presented and constructed using smaller snapshots
in the offline phase. This alternative dataset can be utilised with POD without any changes.
The AE method requires a scaling factor to be determined, generated by comparing a subset
of the alternative dataset with the full snapshots. This scaling factor brings the AE method
errors to a similar value as the standard data. This allows a partially reduced offline cost for

the AE methods.

For modelling nuclear reactors, combining both ROM methods with domain decomposition
methods can have considerable benefits. The potential to enable parallel computing while
retaining the same level of accuracy means that the time taken to produce solutions could be

significantly reduced, which can help real-time analysis be performed. A realistic reactor core
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typically contains many fuel assemblies, such as the 193 in Sizewell B, and by utilising domain
decomposition all of these fuel assemblies could be resolved simultaneously, potentially allowing

real-time safety analysis.

A drawback to ROM is the offline computational cost of producing snapshots, and this could
be offset by producing smaller snapshots (with fewer degrees of freedom within each snapshot)
during the offline phase to be used in the online phase. It is seen here that there is a slight loss
in accuracy from using smaller snapshots, but the snapshots generated during the offline phase
are significantly smaller than using the global system. In addition to this, the neural networks
trained for dimensionality reduction on the sub-domain data have significantly fewer trainable

parameters than an equivalent network trained on the global system would have.

Optimising the design of reactors can also benefit from ROM combined with domain decom-
position. By constructing basis functions for each material type of sub-domain, where similar
sub-domains repeat within the global system, then an optimum geometry for the arrangement
of those sub-domains can be determined quickly and with no increase in the offline computa-
tional cost. Typical ROM methods require a fixed geometry that cannot be varied or incur
further offline costs, but using domain decomposition means this can be avoided. Therefore, the
number of design parameters that can be varied for ROM methods is increased when utilising

multiple ROMs in sub-domains.

Future work will apply the ROMs based on the domain decomposition proposed here to progres-
sively more realistic and challenging problems. This includes increasing the spatial dimension
to 3D, using transport theory instead of diffusion theory and using many more energy groups
than the 22 used here. The behaviour seen in these problems will be closer to that of real
reactors, and their modelling will benefit more from reducing the computational cost that the

domain decomposition ROMs can provide.

182



Chapter 8

Hiearchical ROM

Chapter 2 contains the methods used to generate the high-fidelity snapshots used in this chapter.

Proper-Orthogonal decomposition methods are described in chapter 5.

8.1 Introduction

Chapter 7 investigates how the internal structure of a reactor can be broken down into several
levels, consisting of fuel assemblies and fuel rods. It primarily assesses how domain decompo-
sition can be utilised with ROMs, assessing how different subsets of snapshots can be utilised.
One of the essential conclusions of this chapter is how a single ROM can be used to resolve
multiple sub-domains of the global problem. Utilising ROMs in this way benefits the offline

phase, reducing the computational cost required to produce all of the necessary ROMs.

Proper-Orthogonal Decomposition (POD) has seen great success utilising interpolation meth-
ods, which have been generally utilised to form Non-intrusive ROMs (NIROMs). In [50]
and [73], the basis functions generated from POD are interpolated using linear interpolation
of the initial conditions. As demonstrated by [190], Proper-Orthogonal Decomposition can be
used in an interpolation method where the POD coefficients from the preceding time-step are
used to interpolate those of the next time step. A non-linear interpolation method is applied
to a reactor problem in [86], which utilised different basis function sets for different control rod

heights, interpolating between the sets for unseen control rod heights.
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Chapter 7 utilises the same type of reduce-order models for every sub-domain in each method.
However, separating a global domain into sub-domains, and applying a ROM to each sub-
domain, opens up several possibilities. Because each solution for a sub-domain is resolved
independently, different ROMs, such as POD and AE-based, could be combined within a single
solution. This may be useful when an AE can capture the behaviour in specific sub-domains

more effectively than POD.

Another possible method is implementing non-intrusive and projection-based methods for differ-
ent sub-domains within a single solution. This may be performed by interpolating between sub-
domains, using the ROMs in neighbouring sub-domains as the base for interpolation. Combin-
ing methods like this has the potential for retaining the higher accuracy of the projection-based
methods while incorporating some of the computational cost reduction of the non-intrusive
methods. As previously stated, an actual reactor can have hundreds of fuel assemblies and
thousands of fuel rods, which means that ROMs modelling one of these could be used hun-
dreds or thousands of times within a solution. Reducing the number of these that need to be
resolved with projection-based methods through interpolation would significantly decrease the

computational cost.

This chapter investigates a potential method for forming a hierarchy of reduced-order models
using interpolation. An interpolation method is tested on a fuel assembly, separating the
domain into several sub-domains with the same material parameters, meaning the same ROM
can be used for all sub-domains. These methods are then extended to a reactor core, where a
multi-level interpolation forms a hierarchy of ROMs. In addition to containing all the typical
benefits of reduced-order models, the additional interpolation results in less than half the latent

variables as a standard domain decomposition POD-based model.

The chapter is organised as follows: Section 8.2 contains the methodology for forming hierarchi-
cal methods with POD, section 8.3 contains an overview of the results and finally, a summary

of the chapter is given in section 8.4.
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8.2 Methodology

8.2.1 Determining matrices for sub-domains

A 1D problem with a global domain 2 is split into K sub-domains where:

where each domain €2, is neighboured by domains €2;_; and .. Each domain €2, has associ-
ated matrices, Ay and By, basis functions Ry, and flux ¢y, associated with it. Assuming K = 3

then matrix A for domain €2 can be constructed from the matrices for individual domains by:

A Ap 0
Ap = A2,1 A2,2 Az,s ) (8-2)
0 Azy Asgs

where the off-diagonal matrices represent the transport terms that cause interactions across

domain interfaces. Matrix B and the basis functions R can be constructed by:

B, 0 0 R, O 0
B=|0 B, 0|, R=|0 Ry, 0] (8.3)
0 0 B3 0 0 R3

The flux in domain ¢ and a can be determined by concatenating the flux and POD coefficients

respectively:

?1 (85]
D= ||, = |y (8.4)
P3 a3
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8.2.2 Determining the Interpolation Matrix

If 4, Q5 and 23 have similar material properties and the same basis functions are used in their
domains, i.e Ry = Ry = Rg3, we can assume a linear interpolation between the POD coefficients

in each domain:

- ay + Qg
Qg ~ Qg = 9 )

(8.5)

which can be used to reduce the number of POD coefficients solved in the system. Reducing

the coefficients and recovering them can be determined by M and Mj respectively:

1 0
1 00
M = , Myp= % % , (8.6)
0 0 1
0 1
such that:
(851
- (851
o = d2 :MI (87)
a3
a3

8.2.3 Hierarchical Reduced-Order Model for Criticality with POD

Having established the Reduced-Order model using POD basis functions, the interpolation can
be performed by inserting equation (8.7) into equation (5.10) and pre-multiplying by M:

MRTARM;& = A\MRT"BRM & (8.8)

Assuming all K sub-domains have P latent variables and the number of sub-domains that can
be interpolated is given by I the new system has size (K — )P x (K — I) P matrices as opposed
to the K P x KP of the standard POD model. This turns algorithm 3 into:

This method is referred to as Hierarchical POD or HPOD. Additional levels in the hierarchy can

be established by interpolating on multiple levels by including multiple interpolation matrices,
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Algorithm 6 POD-based hierarchical reduced-order model: inner iterations.
function HPOD _INNER_ITERATIONS(A, B, ¢, A\, R, M, M)

s=A (MRTB) o} I set a source with values from the outer iterations
solve the reduced-order model for a:

1:
2
3:
4: (MRTARM;)a=s
5.
6

¢ =RM;« I find the updated scalar flux from the reduced variables
return ¢

an example Hierarchical Reduced-Order model where fuel rods are interpolated on one level

and fuel assemblies on another level:
MoMyRTARMy Myé6 = AMoMyRTBRM Mo 6, (8.9)

where M; and My, are the interpolation matrices associated with fuel rods and My and My,

are the interpolation matrices associated with the fuel assemblies.

8.2.4 Adjusted Hierarchical ROM

The HROM established in the previous section may be utilised in conjunction with the standard
ROM to produce a more accurate solution. Algorithm 7 shows how algorithm 2 can be modified
to start with the interpolated basis functions, using algorithm 6, and moving onto the standard

basis functions, algorithm 3, after a certain k.g tolerance has been achieved. This is referred to

as the Adjusted Hierarchical POD or AHPOD.

8.2.5 Fuel Assembly Problem and Construction of Matrices

Figure 8.1 contains the geometry for a UOX fuel assembly. This consists of 15 x 15 lattice
containing either UOX fuels rods, guide tubes or control rods. Each grid space contains 20 x 20
cells, forming a total of 90,000 cells along with 1200 cells to enforce the boundary conditions.
The energy was discretised into seven groups, meaning the fuel assembly has 631,200 degrees
of freedom. Each side of the fuel assembly is length 21.42cm meaning each cell is 0.0714cm x
0.0714cm. Each side also has Vacuum boundary conditions applied to it. The material cross-

sections for this problem are the same as from the KAIST benchmark [149].

The cells containing guide-tubes or control rods can instead by a combination of the two. A

mixing coefficient 7 can be used to determine the amount of control rod inserted, with the cor-
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Algorithm 7 Adjusted Power method: outer iterations.

1: function OUTER_ITERATIONS(A, B, 8" \81es)
9 ¢(0) — ¢guess7 )\(0) — )\guess
3 t-max = 200
4: k_tol = 1076
5: k_adj =103
6 1=0
7 not_converged = True
8 while not_converged do
9: if [k — kS| > k_adj) then
10: Pt = HPOD _INNER_ITERATIONS(A, B, ¢V, \), RM , M)
I'to solve Equation ((8.8))
11: else
12: Pt = POD_INNER_ITERATIONS(A, B, ¢, \?)| R)
I'to solve Equation ((5.10))
(i11) ¢(i+1) | o
13: o} — W I normalising the flux
T A H(i+1)
” iy _ b Ao
bTB¢(i+1)
15: if (i = i_maz or |k — k9| < k_tol) then
16: not_converged = False
17: ¢« Y
18: A= A
19: else
20: 14— 1+1

21: return ¢, \
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Figure 8.1: Geometry of UOX fuel assembly.

. : . s : : a : :
responding scattering cross sections ¥ and absorption cross sections ¥f = being determined

by a mixture of the two:

(}llom = Tth + (1 - T)Egm (810)
flom = ngt + (1 - T)Z(S:rv (811)

where gt represents the guide-tube cross sections and cr represents the control rod cross sections.
Twenty HFM snapshots are generated with different r values, with a single r value dictating

the cross-sections for every control rod for a single snapshot.

In figure 8.1, Nine separate sub-domains are indicated by the bold outlines with a number inside
it. Each sub-domains contains the same material parameters inside, a 5 grid of fuel rods with
a control rod inside. Each HFM solutions sub-domains forms the snapshots, 180 from the 20
solutions, used to construct the POD basis functions Ryox. Assuming 20 basis functions are
retained, resulting in 20 POD coefficients for each sub-domains or 180 total for the whole fuel
assembly. These POD coefficients are concatenated in order, and basis functions are repeated

such that:

189



1851 Ruyox 0 0
o 0 R 0

a=| "], R=| vox - | : (8.12)
_ag_ i 0 0 RUOX i

where the underscore corresponds with the sub-domain number. The sub-domains can be

interpolated as follows:

- 1 +Q
(G, = 1t (8.13)
2
- O +Q
G, = Lo (8.14)
2
Qs = s + 8 (8.15)
2
- Q4+ Q
(g — T 20 (8.16)
2
G, it Kt Q0 (8.17)
4
Resulting in the following interpolation matrices:
1 00 0
1200
- . 0100
100 00O0O
3 030
M:OOl()OOO’MI:iiii’ (8.18)
000O0O0OT1O0
0350 3
000O0O0OTO0T1
- . 0 010
003 3
00 01

reducing the number of total POD coefficients in the system from 90 to 40.
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8.2.6 Reactor Core problem
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Figure 8.2: Mesh of Reactor Core.

Figure 8.2 contains the geometry for a quarter of a reactor core. This contains a 3 x 3 grid
of fuel assemblies. Each of these are a UOX fuel assembly, with the same configuration and
information shown in section 8.2.5. The upper and left sides have reflective boundary conditions
applied and the right and bottom sides have vacuum boundary conditions applied, meaning
the whole geometry represents the bottom right quarter of a reactor. The width of the reflector
is also 21.42cm so the each side of the geometry is 85.68cm. The mesh remains uniform in
the reflector, meaning the number of cells along the width of the reflector is the same as the
number of cells along the width of a fuel assembly. The reflector, therefore, contains 630,000
cells, all nine fuel assemblies contain a total of 810,000 cells and a total of 4804 cells are
used for boundary conditions. The energy was again discretised into seven groups resulting in

10,113,628 degrees of freedom. These sub-domains can be interpolated in the following ways:

S Q40

0, o (8.19)
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SO+

Qs 5 (8.20)

Qr = @ (8.21)

10 = % (8.22)
66_91+ng§29+9117 (8.23)
Qs = w (8.24)

Qpp = % (8.25)

Qg = w (8.26)
Q5 = w (8.27)

Reducing the number of sub-domains being solved from 16 to 7. Each UOX fuel assembly
can be decomposed the same way as given by figure 8.1, utilising the basis functions (Ryox)
previously used. The reflector sub-domains can be decomposed in a similar manner, resulting

in another set of basis functions for the reflector region (Rrgr).

8.3 Results

In this section, a brief description of the error measures used is given, followed by a look at the

results generated from the fuel assembly and reactor core unseen cases.

8.3.1 Error Measures

Multiple error measures are used to assess the accuracy of the results. The first is the largest

normalised maximum error in the flux profile and is determined by:

GHFM _ 4POD
! ! where j = argmax | /"M — ¢FOP | | (8.28)

POD
e = T AHFM||
max (¢ ) H ¢HFM ||<>o i € cells

in which the superscript “POD” indicates the solution was generated by POD and ¢ and j

represent cell indices.
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The second is the error in k.g, which is just the difference between the HFM and POD solutions:

() = KM — 1P, (5.29)

An average maximum error is also used, which for the error in the flux profile is given by:

N

_ 1
emax(d)POD) = N Z ‘ 6max( }DOD)
=1

, (8.30)

where N is the total number of snapshots.

8.3.2 Fuel Assembly Results

The fuel assembly is decomposed the way figure 8.1 describes, resulting in nine sub-domains.
Ryox has 20 basis functions retained, resulting in 180 POD coefficients for the POD method.
Four sub-domains are resolved for the HPOD method, resulting in 80 POD coefficients. To test

the method, 20 solutions are generated for the dataset used to construct the basis functions.
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(a) Scalar flux (neutronscm™2s~!) across the (b) Scalar flux (neutrons cm=2s~!) across the
fuel assembly for three energy groups for HFM fuel assembly for three energy groups for HFM
and HPOD and a pointwise difference between and AHPOD and a pointwise difference be-
the two. tween the two.

Figure 8.3: Fuel assembly flux and pointwise comparison for a fuel assembly solution using
HPOD and AHPOD with r = 0.841.

Figure 8.3 shows the flux produced by the HPOD and AHPOD methods compared with the
HFM. It can be observed that the HPOD method shows larger errors in the upper left region,
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where the larger flux is. The AHPOD method shows more accurate solutions when corrected

using the full POD system, with most errors being at the control rod regions.

104

0.9 1

0.8 4

0.7 4

0.6 — HFM
POD

—— HPOD

0.5 4 —— AHPOD

Figure 8.4: kg vs power iteration for a fuel assembly solution with r = 0.841. The converged
kog for each method is as follows: HFM - 0.99492, POD - 0.99517, HPOD - 1.02043, AHPOD
- 0.99518.

Figure 8.4 shows the kg for the HFM, POD, HPOD and AHPOD solutions. It can be observed
that the POD and HPOD solutions have converged after 9 power iterations, at which point
the AHPOD adjusts and converged after another 5 power iterations. Table 8.1 contains the

POD HPOD AHPOD
Flux Error  emay(@F°M) 8.261 x 103 2310 x 107 8312 x 10°°
ke Error kg 9.232 x 1074 2.564 x 1072 9.270 x 104

Table 8.1: Average maximum errors for the seen dataset using POD, HPOD and AHPOD
ROMs.

flux and kg errors for the POD, HPOD and AHPOD methods. It can be seen that the HPOD
solutions have errors almost two orders of magnitude worse but when corrected in the AHPOD

method, these errors reduce to the same magnitude as POD, as would be expected.

8.3.3 Reactor core Results

The reactor core consists of nine fuel assemblies, with a reflector region surrounding it. As
indicated by figure 8.2 the total domain can be separated into a 4 x 4 grid of sub-domains. Each
of these sub-domains can be further decomposed into the 3 x 3 grid of sub-domains indicated

by 8.1. The reflector sub-domains are decomposed in the same manner. Ryox and Rrgr both
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have 5 basis functions retained. There are 144 sub-domains in the system, resulting in 720 POD
coefficients for the POD method. The HPOD method has two levels of interpolation, the first
applies to each fuel assembly and the second applies to the global domain. This results in 28

sub-domains being resolved for the HPOD method, containing a total of 140 POD coefficients.

A total of 40 solutions are generated with random r values. These solutions are separated into
two datasets: seen and unseen, with 20 solutions within each. Only solutions from the seen

dataset are used to construct the basis functions.
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(a) Scalar flux (neutronscm™2s~!) across the (b) Scalar flux (neutronscm=2s~!) across the
reactor core for three energy groups for HFM reactor core for three energy groups for HFM
and HPOD and a pointwise difference between and AHPOD and a pointwise difference be-
the two. tween the two.

Figure 8.5: Fuel assembly flux and pointwise comparison for a reactor core solution using HPOD
and AHPOD with seen case r = 0.891.

Figure 8.5 shows the flux produced by the HPOD and AHPOD methods compared with the
HFM. It can be observed that the HPOD method shows larger errors in the reflector region,
implying that the interpolation should not be used in this area. The AHPOD method shows
more accurate solutions when it is corrected using the full POD system, with the errors largely

being at the interface between fuel assemblies and reflector.
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Figure 8.6: keg vs power iteration for a reactor core solution with seen case r = 0.891.The
converged k. for each method is as follows: HFM - 1.28259, POD - 1.27885, HPOD -
1.20721, AHPOD - 1.27975.

Figure 8.6 shows the k.g for the HFM, POD, HPOD and AHPOD solutions. It can be observed
that the POD and HPOD solutions have converged after 45 power iterations, at which point

the AHPOD adjusts and converges after another 15 power iterations.
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(a) Scalar flux (neutronscm™2s~!) across the (b) keg vs power iteration for a reactor core

reactor core for three energy groups for HFM solution with unseen case r = 0.565. The con-

and AHPOD and a pointwise difference be- verged ke for each method is as follows: HFM

tween the two. - 1.22485, AHPOD - 1.22267.

Figure 8.7: Fuel assembly flux and k.g convergence for a reactor core solution using AHPOD
with unseen case r = 0.565.

Figure 8.7 shows the flux profile and k.g convergence for a unseen case with » = 0.565. Fig-
ure 8.7a shows similar errors as figures 8.5 and figure 8.7 shows similar convergence to figure 8.6,

showing similar results between the seen and unseen cases, despite the difference in r value

196



(0.891 in the seen, 0.565 in the unseen).
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(a) Boxplot of the error in the flux profile for
the AHPOD method applied to the reactor
core, for seen and unseen datasets.
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(b) Boxplot of the error in keg for the AHPOD
method applied to the reactor core, for seen
and unseen datasets.

Figure 8.8: Boxplots showing the errors for the AHPOD method applied to the reactor core,
for seen and unseen datasets. The median is given by the orange line, the interquartile ranges
by the box and the minimum and maximum values by whiskers.

Figure 8.8 contains the boxplots for the errors in the flux profile and kg for the AHPOD method
applied to the seen and unseen data. It can be observed that the seen and unseen datasets
have similar medians and interquartile ranges, with the test cases having a larger maximum.

Similar performance on both datasets indicate good generalisation.

POD HPOD
Flux Error e (@"°M) 3.091 x 1072 2.026 x 107!
ke Exror  keg 3.059 x 1073 6.772 x 1072

Table 8.2: Average maximum errors for the seen dataset using POD and HPOD ROM.

Table 8.2 contains the average maximum errors for the POD and HPOD methods. Again, it
can be noticed that the HPOD method performs an order of magnitude worse than the POD
method.

Seen Unseen
Flux Error  en., (@*FOP)  3.332 x 1072 3.400 x 102
2.753 x 1073 2.866 x 1073

kg Error keog

Table 8.3: Average maximum errors for the seen and unseen data sets using AHPOD ROM.
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Table 8.3 contains the average maximum errors for the AHPOD method applied to the seen
and unseen datasets. It can be observed that after adjustment, the AHPOD method has similar
errors to the POD ones in table 8.2 for the seen dataset. AHPOD performs similarly on the

seen data and the unseen data.

8.4 Summary

This chapter assesses how POD can be combined with interpolation matrices to form a Hierar-
chy of ROMs, with two methods being developed. The first method involves just interpolating
between similar regions called Hierarchical-POD (HPOD). The second involves an adjustment
phase, where the interpolation matrices are removed, called Adjusted Hierarchical-POD (AH-

POD). These methods are tested on a fuel assembly problem and a reactor core problem.

For the fuel assembly test case, the same POD basis functions are used for all methods. 20
solutions of the global domain are generated, separated into nine sections, resulting in 180 total
snapshots for constructing the basis functions. Twenty basis functions are retained, resulting
in a matrix of 70,000 x 20. These are used nine times in the POD method, one for each sub-
domain, forming a R matrix that is 630,000 x 180. The HPOD method only requires using the
basis functions four times, interpolating the remaining nine domains, forming a RM; matrix
of 630,000 x 80, less than half the size of the R matrix alone. Both methods show a similar
rate of convergence, having converged in under 10 iterations. The AHPOD method shows an
adjustment, starting with the RM; matrix and changing to just the R after a tolerance has been
achieved. Unsurprisingly this has the same order of magnitude of errors as the POD method.
The correction appears to converge in under five power iterations. Without this adjustment,
the HPOD method has Flux and kg errors that are almost two orders of magnitude worse than

the POD method.

The second test case involved a reactor core. This reactor core consisted of nine fuel assemblies,
the geometry as the previous test case, surrounded by seven reflector sub-domains of the same
size as the fuel assemblies. The fuel assemblies and reflector regions are decomposed as in the
previous test case, with each domain split into nine further sub-domains. Five basis functions
are retained for both the fuel assembly and reflector regions, resulting in a matrix of 70000 x5 for

both sets. These are used in all 144 sub-domains for the POD method, resulting in an R matrix
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of size 10,080,000 x 720. The HPOD method utilised the same interpolation matrices used in
the previous test case to reduce the sub-domains resolved in each fuel assembly and reflector. It
also utilised an additional interpolation matrix, reducing the number of fuel assemblies resolved
from nine to four and reducing the number of reflector regions resolved from seven to three.
This results in a RM, My matrix of size 10,080,000 x 140, less than one-fifth the size of the
POD method. The HPOD method converges slightly slower than the POD method. Again
a correction is performed using the AHPOD method, which converges slightly quicker from
adjustment. The errors for the HPOD method without this adjustment are about an order of
magnitude worse. The method is also tested with unseen data, where similar errors are shown

for both unseen and seen data.

In both test cases, the HPOD method produces a solution that is worse than just the POD
method. The flux profiles produced by HPOD show a similar distribution to the HFM, poten-
tially being used as a pre-conditioner. This was demonstrated using the POD method, which
appears to converge slightly faster from the adjustment point than the POD method. The com-
putational cost reduction for this may be more effective when the solver used after adjustment
is vastly more computationally demanding than the HPOD method, such as using POD with

a larger number of retained basis functions.

The methods utilised here assume that the POD coefficients in neighbouring regions could be
linearly interpolated. This may not be the case, in which an alternative interpolating scheme
may be more appropriate and result in more accurate solutions. Additionally, the interpolating
scheme may be more effective with other forms of dimensionality reduction. Autoencoders with
a distribution forced on the latent space, such as Variational or Adversarial autoencoders, may
allow for the interpolation methods presented here to be used more effectively than POD, due

to the non-linear dimensionality reduction.

Finally, the methods here could also be utilised with the AE-based methods established in
section 6. In this case, interpolation would be done to the latent variables in the centre of the
autoencoder. Using autoencoders requires more consideration, as the latent space that a typical
autoencoder produces may not be appropriate for interpolation. In this case, a variational
autoencoder or adversarial autoencoder would be more appropriate, providing the latent space

with a more suitable distribution for interpolation.
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Chapter 9

Conclusion

9.1 Summary of Thesis Achievements

Chapter 3 presents a new method for solving the diffusion approximation to the Boltzmann
transport equations. This method utilises the tools within machine learning libraries to replicate
the process of solving partial differential equations using a numerical scheme, such as the
Jacobi method. The approach here defines the weights of convolutional layers to reproduce the
operations of iterative solvers, forming a neural network that acts as a Jacobi iteration. This
concept is then extended to develop a sawtooth multigrid solver, forming a neural network that
acts as a multigrid iterative solution method, incorporating the Jacobi neural network internally.
This multigrid network is used with another network that acts as a multi-group solver. A
fuel assembly test case demonstrates that the approach produces the same (to within solver
tolerance) solution as that obtained using a Gauss-Seidel solver written in Fortran, producing
the same k.g convergence. This test case is also used to demonstrate how higher-order filters
may be substituted into the convolutional layers for a more accurate stencil for the diffusion
operator. The approach is also extended to a more computationally demanding problem in the
form of a reactor core. It is demonstrated that this method used in conjunction with a GPU
is one-third the computational time as utilising a serial Fortran code. This method provides
an easily accessible way for numerical schemes to capitalise on hardware developments without
requiring significant modifications. Existing machine learning libraries are optimised for GPU

and new Al computers, allowing neural networks to utilise this hardware. By forming the entire
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solver as a neural network, it becomes optimised for this hardware and remains optimised with
new developments as long as the libraries are maintained. This is the first implementation of
a physics-based solver as a single neural network, utilising a multigrid method, providing the

groundwork for future physics-based neural network solvers.

Chapter 4 extends the work of Chapter 3 to solve the Boltzmann transport equation. This
work extends the neural network multigrid model to solve the discrete equations in the angle
of particle travel as well as Cartesian space, enabling the level of parallelism necessary to
run efficiently on GPU or AI computers. Additionally, a new Convolutional Finite Element
method (ConvFEM) is presented, replacing the convolutional layers filters with higher-order
stencils, enabling a more accurate solution. Finally, a non-linear Petrov-Galerkin method is
presented. This method adds diffusion to the residual, increasing the stability of the higher-
order filters presented. These methods are tested on a simple single-duct problem. The filters
are demonstrated, showing that solutions converge and the Petrov-Galerkin diffusion helps
keep them stable. These methods are extended to a multi-energy group fuel assembly problem,
demonstrating that the method can be applied to more complex problems. This work extends
the neural network solver to a space-angle multigrid method, develops the new ConvFEM
and introduces a non-linear Petrov-Galerkin method for stability. This framework provides a
physics-based neural network for the full Boltzmann transport equation that can be utilised for

high-fidelity solvers.

Chapter 6 presents a new method for an autoencoder-based reduced order model. This utilises
autoencoders (AE) for dimensionality reduction, producing a novel projection-based reduced-
order model. Proper Orthogonal Decomposition (POD) and singular value decomposition
(SVD) are used for dimensionality reduction, producing a linear embedding of the high-dimensional
space into the low-dimensional space. The embedding found by an autoencoder, dependent on
the activation functions, is generally non-linear. This non-linearity has the potential to pro-
vide more accurate representations of data. These methods are demonstrated on a simple 1D
test case, where at higher basis functions, POD outperforms the networks. However, a test
to determine the number of latent variables required is done using a variational autoencoder
(VAE). The VAE provides a unique look at the problem, utilising only two variables out of ten
possible. Based on this, the AE-based ROM is shown to outperform POD when only two vari-
ables are used. These methods are extended to a 2D test case, where a novel hybrid SVD-AE
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is presented. This hybrid forgoes the non-linearity of a pure AE to utilise the basis functions
typically used by POD as the first form of dimensionality reduction. These coefficients are then
used within an autoencoder to compress further. It is shown that both autoencoder methods
outperform POD, with the hybrid SVD-AE outperforming the method using just an AE. When
AEs are used with ROM, they are typically used with a non-intrusive method, and this is the
first one that is projection-based. The method can also work with Variational, Convolutional
and Adversarial Autoencoders and provides a way to utilise neural networks for dimensional-
ity reduction, which are shown to be more effective than POD, while utilising the governing

equations.

Chapter 7 presents an approach to combine domain decomposition with reduced-order mod-
els for reactor physics problems. This method breaks the global problem into sub-domains,
assigning a ROM to each sub-domain. The solution is then solved by iterating across sub-
domains, enabling sub-domains to be solved in parallel. The method is first tested using POD
as dimensionality reduction on a 1D test case. Various methods of snapshot selection are as-
sessed, including a global method utilising all snapshots and local methods utilising specific
sub-domains of snapshots. The local methods included datasets based on location, material
type, or both. The accuracy is largely independent of this, meaning that basis functions can
be utilised multiple times within the global domain. Reactors typically have repeating mate-
rial parameters in fuel rods and fuel assemblies, so utilising smaller ROMs multiple times is
beneficial. The second test involves limiting the number of snapshots, resulting in a loss in
accuracy for all methods. However, the global method suffered a more significant loss than the
others. One of the greatest drawbacks of ROM is the requirement during the offline phase of
producing snapshots, which are still computationally expensive to produce for reactor prob-
lems. Improving accuracy by utilising fewer or smaller snapshots is beneficial to reducing this
drawback for computationally demanding problems. These methods are then extended to a
2D case, where ROMs are constructed based on material type. A comparison is given between
POD and an AE-based ROM, showing that the AE-based ROM slightly outperforms POD with
a reduction in the number of compressed variables (latent variables). Additionally, a method
for utilising less computationally demanding snapshots is presented by constructing the ROMs
for sub-domains from partial snapshots of the system. This method shows that a similar accu-
racy can be produced by both POD and AE-based ROMs using smaller snapshots generated in

the offline phase, reducing the computational cost of this phase. The work here demonstrates
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the viability of separating the global domain, the reactor, into smaller sub-domains, the fuel
assemblies and fuel rods, allowing a few smaller ROMs to construct the global solution. These
methods have the added benefit of potentially reducing the computational cost of the offline
phase, a significant benefit when this phase is so demanding. The methods here provide a way
to capitalise on multiple pieces of hardware, potentially providing a significant computational

speed up.

Chapter 8 presents an interpolation method for forming a hierarchy of ROMs. Like Chapter 7,
this method decomposes the global domain into several sub-domains, assigning a ROM to each
one based on material parameters. Specific sub-domains, where the neighbouring sub-domains
have the same material parameters, are instead interpolated, assuming a linear interpolation
between the neighbours. A Hierarchical-POD method is developed, utilising an interpolation
matrix to reduce the number of sub-domains being resolved. The first test case is a fuel
assembly, decomposed into nine sub-domains, each utilising the same POD basis functions. The
HPOD method uses interpolation to resolve four out of the nine sub-domains. The second test
case is a reactor core consisting of a 4 x 4 grid of fuel assembly and reflector sub-domains. The
HPOD method utilises the same interpolation matrices for each sub-domain as the first test case,
with an additional interpolation between fuel assemblies and reflector regions, forming a two-
level hierarchy. The second level means it resolves only seven out of the sixteen sub-domains.
In both cases, the HPOD method revolves to a reasonable approximation of the HFM flux
profile but performs almost two orders of magnitude worse than the POD method alone. The
Adjusted Hierarchical POD method, where an adjustment is made to correct the solution using
the standard POD method, is also demonstrated on both test cases. This shows slightly quicker
convergence from adjustment than the POD method does from the start. A reactor typically
has hundreds of fuel assemblies and thousands of fuel rods, resulting in the same material
patterns appearing multiple times in the global system. These repeated material parameters
offer an opportunity to reduce the computational cost significantly by interpolating between
areas where appropriate. ROMs offer the opportunity to interpolate between the reduced
variables, approximating the solution in specific sub-domains. This could be used as a pre-
conditioner, reducing the computational cost of generating a solution. The current interpolation
scheme does not provide a sufficiently accurate solution for the reduction in computational cost
to be utilised without the adjustment, therefore if this method is to be utilised changes would

need to be made to the interpolation scheme to provide more accurate solutions.
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9.2 Future Work

Although each chapter details how the relevant methods might be used in future work, they are
summarised here for a better overview. Although there is some cross-over, the overall future
work of chapters 3 and 4 are summarised together in section 9.2.1, and chapters 6, 7 and 8 are

summarised in section 9.2.2. The possibility of this future work is given in section 9.2.3.

9.2.1 Neural Network Solvers

The Neural Network solvers produced in the research are a neural network implementation
of the physics of neutron transport, producing a physics-driven network. The final stage for
neutron transport would be to adapt the network to incorporate the power method, creating
a single network that solves eigenvalue problems. A network that solves the complete neutron
transport problem is the first stage in producing a quick, accessible, and accurate simulation
of a complete reactor. However, a full reactor simulation requires more physics models than
just neutron transport. Touched on briefly in the literature review, coupling involves at least
two models taking information from one another but significantly increases the computational
power required. Thermal hydraulics is an essential part of the physics of an entire reactor,
playing a significant role in the moderator and coolant of a reactor. Coupling the thermal
hydraulics with neutronics means that the thermal hydraulic code can convey thermodynamics
information to the neutron transport code, which can, in turn, convey flux information back.
Future work could involve modelling the thermal hydraulics as a neural network, which can
then be coupled with the neutron transport network and form a single network containing both
physics (neutron transport and thermal hydraulics). Capturing all of the physics of a reactor as
a single neural network may provide significant insight into the behaviour of a reactor, including

information into the unknown physics.

Utilising the neural network architecture for physics allows an approach to modelling the un-
known physics while considering the known physics. Al models will typically be data-driven,
where models are trained to approximate the whole system’s behaviour. Data-driven methods
are helpful when the physics of a system is unknown, but often in physics-based models, there
are large parts where the physics is known. For a reactor, one example is subgrid-scale mod-

elling, which is the representation of small-scale physics that cannot be accurately resolved on
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a computational mesh and is often key to modelling the turbulent flow and other small-scale
physics in a reactor. The physics-driven neural networks offer an opportunity to incorporate
additional trainable parameters, representing the sub-grid scale physics or other unknown gov-
erning equations. The networks can then be trained on available data, producing a hybrid

physics-resolving and sub-grid-scale neural reactor model.

For real-time and safety analysis, a reactor simulation must be as accurate as possible, where
uncertainties may be catastrophic. The neural network architecture has benefits, allowing
typical machine learning techniques, such as backpropagation, to be used. The ability to use
these techniques means that some of the recent advancements in data assimilation, uncertainty
quantification and sensitivity analysis using machine learning can be utilised. This allows an

insight into the inner workings of a reactor, a significant advantage over existing code.

Finally, it has been mentioned that the solutions generated using the neural networks were run
on GPUs. A typical neutron transport code would be significantly harder to implement in a way
that utilised a GPU in the same manner, meaning this method improves the accessibility of the
running computationally demanding problems in parallel. However, modern machine-learning
libraries are well maintained, adapting quickly to hardware developments. New exascale com-
puters, utilising AI computers and >10K GPUs, offer an opportunity for some of the most
computationally demanding physics problems to be run. These exascale computers can be
used with machine learning libraries, meaning that the physics-driven neural networks can be
run effectively on them. The whole reactor can be broken down into sub-domains, assigning a
GPU and network to each sub-domain. These sub-domains could be resolved with some of the
domain decomposition methods described for ROM. Optimising the neural network architec-
ture for use with multiple GPUs will be an important part of using this method for high-fidelity

solvers.

9.2.2 Reduced-Order Modelling

Autoencoders are a significant development in dimensionality reduction. They can provide a
more accurate representation of the data at a lower number of latent variables than other meth-
ods might provide. As machine learning methods develop, the architectures of autoencoders

may change, providing even more accurate representations. The autoencoder-based Reduced-
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Order Model (ROM) produced here is a method that provides a way to utilise any autoencoder
with the governing equations of a system, typically more accurate than the non-intrusive meth-
ods. This method may prove more effective in other areas of physics, such as fluid dynamics,
where nonlinearities are more common than neutronics. For complete reactor-core modelling,
the individual physics models can each utilise their own ROM, which can then be coupled to
produce a full reactor simulation. As mentioned previously, the computational cost of this
method can depend on the size of the neural network used. One way to prevent this is to
remove the need to perform the forward passes of the neural network by pre-calculating the
matrices used to map the latent variables to the full flux, reducing accuracy but improving the

computational cost during the online phase.

ROM methods combined with domain decomposition methods would benefit nuclear modelling.
The ROMs being constructed from sub-domains allow a level of flexibility that a global ROM
does not allow. Geometry can be varied heavily, with ROMs being moved around to determine
an optimum geometry. Additionally, optimum ROMs can be utilised within each sub-domain,
where POD/AE-based methods can be used when they provide the most accurate solution
for that sub-domain. The ability to vary geometry significantly, which is not possible with
global methods, provides a way to optimise designs at significantly less computational cost
during the offline phase, which typically requires a high computational cost to produce the
original snapshots. This method is ideally suited to a reactor, where geometries repeat them-
selves. Additionally, being able to utilise multiple pieces of hardware is beneficial for extremely
computationally demanding problems. Optimising the datasets for use in producing ROMs for
sub-domains, such as grouping sections of a domain with similar behaviour, would be important

for developing this method further.

Although not focused on in the research presented here, Non-intrusive Reduced-Order Models
(NIROM) have seen significant advancement, especially in machine learning. These models can
be helpful when the physics is complicated or unknown, as can be the case in reactors. The
domain decomposition and hierarchical methods presented here could be utilised with NIROM

to model a reactor’s known and unknown physics in a more data-driven approach.

The Reduced-Order Models established here could be utilised within the neural network solvers
described in the previous section. Physics-driven neural networks can utilise the dimensionality

reduction methods established, easily incorporating autoencoders since they are already neural
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networks. POD basis functions could also be used within a single fully connected layer, each
basis function representing the weights of the connections between the inputs and a single
output. These can be used to model specific parts of a reactor. One approach may be to
utilise them for sub-grid scale modelling, where NIROM can be used to form a data-driven

approximation.

9.2.3 The Transparent Neural Nuclear Reactor

As emphasised during this research, resolving the physics of an entire reactor is a computa-
tionally demanding task which has kept the nuclear sector from utilising some critical benefits
of computational modelling. The research presented here attempts to assist with this, using
computational resources more efficiently through the neural network solvers and reducing the
computational cost of producing solutions for unseen parameters through reduced-order mod-
elling and domain decomposition. A concept combining all of these, along with the future work

described here, is proposed here, called the Transparent Neural Nuclear Reactor.

The Transparent Neural Nuclear Reactor is a model that addresses current computational
problems by capturing the full physics of a reactor as a single neural network. All known
physics models can be implemented as described in chapters 3 and 4, coupled together to form
a single neural network. The unknown governing equations can then be represented through
minimal additional trainable parameters, utilising available data for a hybrid physics-resolving
and sub-grid-scale neural reactor model. Particular physics, such as those at a sub-grid scale,
may benefit from utilising reduced-order models, significantly reducing the computational cost

when an efficient low-dimensional representation can be found.

The result is a single neural network capable of capturing all the physics of a reactor, potentially
providing a more accurate representation than a pure data-driven or pure physics-driven method
alone. The neural network can be utilised for data assimilation or uncertainty quantification,
revealing the inner workings of a reactor (the transparent reactor concept) and the ability
to incorporate live data from real reactors for real-time analysis. In addition, utilising the
machine learning libraries, the framework would be optimised for use with any hardware, from
a researcher with a single GPU to an organisation with access to hundreds of GPUs or TPUs.

This allows the accessibility of research for all scales in a way that has not been seen before.
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Appendix A

Appendix

A.1 The Convolution Finite Element Method (ConvFEM)
Filters

Here we assume a uniform grid with Az = Ay = constant and write the filters with this
assumption. We also note that common to all filter orders is the 1 x 1 lumped mass filter
Wy = my = AxAy. The filters below, as well as higher order filters, are listed in the GitHub
repository [171].

A.1.1 Linear Filters

~0.167 0 0.167
1
_ —_— — A.l
w, = <~ | ~0.667 0 0.667 (A1)
—0.167 0 0.167

0.167  0.667  0.167
Wy = — 0 0 0 (A.2)
—0.167 —0.667 —0.167
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A.1.2 Quadratic Filters
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A.1.3 Cubic Filters
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