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Summary

We study how uncertainty in the input data of the Radiative Transport equation (RTE), affects
the distribution of (functionals of) its solution (the output data).

The RTE is an integro-differential equation, in up to seven independent variables, that models
the behaviour of rarefied particles (such as photons and neutrons) in a domain. Its applications
include nuclear reactor design, radiation shielding, medical imaging, optical tomography and as-
trophysics. We focus on the RTE in the context of nuclear reactor physics where, to design and
maintain safe reactors, understanding the effects of uncertainty is of great importance.

There are many potential sources of uncertainty within a nuclear reactor. These include the
geometry of the reactor, the material composition and reactor wear. Here we consider uncertainty in
the macroscopic cross-sections (‘the coefficients’), representing them as correlated spatial random
fields. We wish to estimate the statistics of a problem-specific quantity of interest (under the
influence of the given uncertainty in the cross-sections), which is defined as a functional of the
scalar flux. This is the forward problem of Uncertainty Quantification. We seek accurate and
efficient methods for estimating these statistics.

Thus far, the research community studying Uncertainty Quantification in radiative transport
has focused on the Polynomial Chaos expansion. However, it is known that the number of terms
in the expansion grows exponentially with respect to the number of stochastic dimensions and the
order of the expansion, i.e. polynomial chaos suffers from the curse of dimensionality. Instead,
we focus our attention on variants of Monte Carlo sampling - studying standard and quasi-Monte
Carlo methods, and their multilevel and multi-index variants. We show numerically that the quasi-
Monte Carlo rules, and the multilevel variance reduction techniques, give substantial gains over the
standard Monte Carlo method for a variety of radiative transport problems. Moreover, we report
problems in up to 3600 stochastic dimensions, far beyond the capability of polynomial chaos.

A large part of this thesis is focused towards a rigorous proof that the multilevel Monte Carlo
method is superior to the standard Monte Carlo method, for the RTE in one spatial and one
angular dimension with random cross-sections. This is the first rigorous theory of Uncertainty
Quantification for transport problems and the first rigorous theory for Uncertainty Quantification
for any PDE problem which accounts for a path-dependent stability condition. To achieve this result,
we first present an error analysis (including a stability bound on the discretisation parameters)
for the combined spatial and angular discretisation of the spatially heterogeneous RTE, which is
explicit in the heterogeneous coefficients. We can then extend this result to prove probabilistic
bounds on the error, under assumptions on the statistics of the cross-sections and provided the
discretisation satisfies the stability condition pathwise. The multilevel Monte Carlo complexity
result follows.

Amongst other novel contributions, we: introduce a method which combines a direct and
iterative solver to accelerate the computation of the scalar flux, by adaptively choosing the fastest
solver based on the given coefficients; numerically test an iterative eigensolver, which uses a single
source iteration within each loop of a shifted inverse power iteration; and propose a novel model for
(random) heterogeneity in concrete which generates (piecewise) discontinuous coefficients according

to the material type, but where the composition of materials are spatially correlated.
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Fulfilling the global demand for energy by using clean sources of energy is a difficult task
for national governments. Whilst the technology and scalability of renewable energy is still in its
infancy, one other option is that of nuclear power. Nuclear power plants create heat energy through
(ideally self-sustaining) fission chain reactions. This energy is typically converted to electricity by
a turbine.

For centuries, mathematicians and physicists have attempted to predict and emulate such real-
life physical phenomena through the use of (mathematical) models, often in the form of differential
equations. One such example, and the focus of this thesis, is the Radiative Transport Equation
(RTE), which can closely model the behaviour of rarefied particles (such as neutrons and photons)
around a domain [3]. Accurate and efficient computational modelling of the RTE is particularly
important due to the difficulty of experimental work [107]. Our particular focus will be on the
application of the RTE to nuclear reactor physics. However, we note that the RTE has many
other applications including, but not limited to; atmospheric modelling [68], astrophysics in stellar
atmospheres [45], optical tomography (e.g. medical imaging) [61, 168] and radiation exposure in
aviation [180].

Its ability to reliably model particle behaviour makes the RTE a central tool in the design and
operation of nuclear reactors around the world. Within design, industry want to create schematics
for reactors that create as much energy as possible, whilst abiding by strict government safety

regulations (such as those set out by the Office of Nuclear Regulation in the UK). Similarly, the
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operation of existing reactors also concerns itself with maximising energy output whilst constrained
by safety regulations.

We will begin this chapter by introducing the standard assumptions that are made within the
radiative transport literature, whilst also describing the underlying physics. We will then formally
introduce the radiative transport equation itself, including commonly used boundary conditions,
and discuss the two main scenarios of interest - the fized source problem and the criticality problem.
We then describe some possible solution methods for the fixed source problem, many of which are
used in the remaining thesis. Furthermore, we outline a sequence of simpler versions of the RTE
that will allow us to show that our methodologies work, and also allow us to do some tractable

mathematical theory. Finally, we present a summary of the contributions of this thesis.

1.1 The Radiative Transport Equation

The Radiative Transport equation (RTE, also referred to as Neutron Transport) is a linearised
version of the Boltzmann equation. It is a physically derived balance equation (as will be seen
later in (1.1.6)) which models the flux of rarefied particles in terms of position, angle, energy
and time (in total, seven independent variables). There are a number of different formulations of
the RTE, including the integral equation and surface-integral forms [72, 176], but often it is the
integro-differential equation formulation which is colloquially known as the RTE. To derive the
RTE we make the following two assumptions.

Firstly, we assume that particles are modelled as point particles, i.e. they are completely
determined by their position and velocity. This means that particles travel in straight lines, ignoring
quantum and electromagnetic effects. For a discussion on why this assumption is reasonable, we
refer the reader to [27, §1.10].

Secondly, we assume that particle-particle interactions are negligible and hence particles can
only interact with larger nuclei. This is also a reasonable assumption because the density of the
larger nuclei within a reactor is typically many orders of magnitude bigger than the density of the
particles. For example, neutron density is around 10 per cubic centimetre, compared to a density
of 10?3 per cubic centimetre for the nuclei [202].

Before we introduce the RTE, let us first introduce some notation and discuss the basic un-
derlying physics. At time ¢t € RT (where Rt := {t € R | ¢ > 0} denotes the non-negative real
numbers), consider a particle with position r € D C R? travelling in the angular direction © € S,
(where Sy := {v € R3 | |v| = 1} denotes the unit sphere) with some kinetic energy E € R*. As
time evolves, the particle will eventually undergo a collision event with a larger nuclei. There are
three possible collision events; absorption (sometimes referred to as capture), scatter and fission.

If the particle undergoes absorption, the larger nuclei absorbs the particle and its energy is
lost to the system. Simply put, one particle enters the collision event, no particles leave. This is
commonly the case when a particle collides with the nuclei of a control rod or if the boundary of
the reactor is designed to absorb neutrons. The rate at which a particle with position r and energy
E undergoes an absorption event is denoted by o4(r, E), the absorption cross-section.

The second possible collision event is scattering. When a particle with direction ® and energy
E’ collides with a nucleus at position r it can ‘bounce off’ the nucleus. This changes the particle’s
direction and energy to ® and FE respectively. The rate at which a neutron undergoes such an
event is given by og(r,®’, 0, E', F), the scattering cross-section. Note that the interaction is
rotationally invariant and hence o5 only depends on the cosine between angles, (@ - @), so the

notation og(r,® - @, F’, E) is sometimes used. Typically, particles lose energy during a scattering
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collision event, and this is known as downscatter. In rarer cases the opposite occurs, so-called
upscatter [2].

Perhaps the most complex collision event is that of fission. Here, a particle collides with a
nucleus and it is absorbed. Unlike an absorption collision event, this causes a fission reaction to
occur within the nucleus, which in turn emits a number of new particles. The average number
of new particles emitted at a given energy FE is given by v(-, E) € RT. Moreover, the energies
of these particles are given by the distribution x(E) € R* (i.e. [y x(E)dE = 1). The released
direction for each of the new particles is isotropic in angle. For a particle at (r, E) in phase space,
the rate at which a fission event occurs is given by op(r, E), the fission cross-section. Note that
sometimes particles are not released immediately after a fission event - we will assume that these
delayed particles are negligible [27].

A combination of the discussed cross-sections gives us the total macroscopic cross-section,
o(r, E), defined by

1
o(r,E) = aA(r,E)+4—/ / os(r,®-©,E,E') dOdE' + op(r,E) . (1.1.1)
T JR+ JSy

The total cross-section corresponds to the rate at which any collision event will happen at (r, E).
Inversely, this is commonly known as the mean-free path, Ai=1 /o, the average distance travelled
from one collision to the next.

At this point we would like to make two notes regarding collision events and their cross-sections.
Firstly, the collision events outlined above are somewhat simplified. For example, there are different
types of scattering collision event, e.g. elastic and inelastic scattering [27, 102]. We will not discuss
these further and assume that any given cross-sections account for this.

Secondly, when we use the term ‘cross-section’ we are in fact talking about the macroscopic
cross-section, as opposed to the microscopic cross-section. The microscopic cross-section is the
rate at which a collision event between a single particle and a single nucleus occurs. Its units are
cm?, although sometimes in the physics literature this is stated in barns (1 barn = 10~2*cm?).
The microscopic cross-sections are found experimentally and are stored in nuclear data libraries
across the world. Examples of such libraries include; JEFF (used in the UK and internationally)
[177], CENDL (China) [75] and ENDF/B (USA) [44].

In comparison, the macroscopic cross-sections o 4, og and o can be interpreted as the rate at
which the respective collision events occur (or probabilities when normalised by o) between a single
particle and a cubic centimetre of the nuclei. Consider a cubic centimetre of material consisting

(@

col

of N types of nucleus, with the ith nucleus having microscopic cross-section &7 (for any of the
collision events) and constituting w; (or 100w;%) of the total volume. Then, the macroscopic

cross-section o, for that collision event and composite material is given by:
N . .
vl = Y wiALG0) (1.1.2)
i=1

where Al(j) denotes the atom density of the ith nucleus (with units in atoms/cm? and defined in
[102, (2-1)]). This implies that the units of the macroscopic cross-sections are cm~!.

The final component of the transport equation is that of a fized source (or forcing) term,
f(r,® E t) € RT. The source f corresponds to other sources of particles that are not accounted
for by a fission event. For example a radioactive isotope, such as californium-252, loaded into
guide tubes within the reactor core will emit neutrons through spontaneous fission reactions [137].

Collectively, we will refer to the source f, the cross-sections o4, 0g and op, and the fission
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parameters v and x, as the nuclear input data.

The derivation of the RTE involves understanding (and balancing) changes in the distribution
of particles. The starting point is to consider the angular density N(r,®, E,t); the number of
particles at time ¢, per unit volume (around r) and with the given energy E and angle ®. Typically,
we are more interested in the angular flux ¥(r,®, E,t), which relates to the angular density by
the following:

P(r,®,E,t) =v(E)N(r,0,E,t), (1.1.3)

where v(E) is the particle speed given implicitly by E = %va (where m denotes particle mass).
The derivation involves considering changes over an infinitesimal subset of the seven independent
variables, see for example [27, 52]. We will also be interested in the scalar fluz, ¢(r,E,t), the

angular average of the angular flux v, i.e.

G, B 1) = (W) (v, Et) = i [ vir.0.1.1) 00 (1.1.4)

The full time-dependent RTE is then: Find the angular flux ¥ (r, ®, E, ) satisfying

1
;%w(r, O, Et)=—[0 -V +o(r,E)]¢(r,®, E,t)
+i/ / os(r,® - ©,E, EY(r,® E t) d0'dE’ (1.1.5)
471' R+ JS,
+ X(E)/ v(r, Eop(r,E') | ¢(r,0, E,t) d®'dE’
471' R+ Sa

+f(r7®7E7t) )

forallr € D, ® € Sy, E € RT, t € RT, where V denotes the gradient with respect to r and we
introduce some appropriate boundary conditions in Section 1.1.1. Simply put, (1.1.5) is equivalent
to, for any r, ®, E and t

Change in particle numbers in ¢¥(r,®, E,-) = — Loss of particles in ¢¥(r, 0, E,-)
+ Gain of particles in ¢(r,®, E,-) . (1.1.6)

The interpretation (1.1.6) can be taken further. Consider the operator form of (1.1.5), i.e.

1
U@, ) = (-T+S+F) (0,51, (1.1.7
where we define
TY(r,®,Et) = [©-V+o(r,E)|y(r,O,FEt), (1.1.8)
Sip(r,®, E,t) = i/ / os(r,@ - ©,E EY(r,® E t) d®'dE" (1.1.9)
471' R+ JSs
Fi(r,®,Et) = @/ v(r, B )op(r,E') | ¢(r,® E t) dO'dE + f(r,®,E,t) . (1.1.10)
T JRr+ S2

The operator T on the right hand side of (1.1.7) is a loss term. It comprises of (© - V),
which is loss due to particle streaming, and (o)) which is particle loss from undergoing a collision
event. Particles are obviously lost during absorption and fission events (although in the latter,
more particles can be released). One viewpoint of scatter can be that a particle is lost, but a single

new particle is generated.
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The operator F on the right hand side of (1.1.7) is a gain term, comprising of gains in neutrons

from a fission event and/or a fixed source.

The operator S on the right of (1.1.7) is an altogether more subtle object. For a given (r, ®, E, t)
it corresponds to the gain of particles (note the scattering cross-section is integrated over all
incoming angles and energies). However, unlike 7 and F the overall neutron numbers in the
domain D x Sy x Rt x RT will remain unchanged. This is because, if there is a scattering collision
event where particles are lost from v (r, ®', E’, ), then there must be a (®, E) where ¢(r, 0, E,-)

gains a particle.

1.1.1 Boundary Conditions

As with any differential equation, the RTE (1.1.5) requires a suitable (initial or) boundary condition
to ensure well-posedness. In radiative transport, the most commonly considered are the vacuum
and reflective boundary conditions, but there are many others including periodic, rotational and
white boundary conditions. For a further discussion on the numerical methods relating to these
boundary conditions, see for example [175].

The no-inflow (or vacuum) boundary condition assumes that particles cannot be added/enter
from outside of the spatial domain D, i.e. there is zero incoming flux at the boundaries. Mathe-

matically this can be stated as
Y(r,®,.,-) =0, forall redD_, (1.1.11)
where we define the inflow boundary by
D_ :={redD|O® -n(r) < 0}, (1.1.12)

with 9D denoting the boundary of D, and where n(r) denotes the outward normal vector at r.

On the other hand, reflective boundary conditions state that the (incoming) flux at r € 9D_,
for a given direction @, is equal to the (outgoing) flux at the same r € 9D_, in the reflected
direction ® = @ — 2[@ - n(r)]n(r). That is,

P(r, @) = P(r,@,..), forall redD_ . (1.1.13)

We refer the reader to [178, Fig. 1.1] for an illustration and details. In an industrial context,
reflective boundary conditions are often useful when there is a geometric symmetry to the reactor
[164]. By modelling one half (or subsequently quarters and eighths) of the reactor (rather than the
whole reactor) and imposing reflective boundary conditions, the average flux of particles around

the whole domain remains the same - but the cost to compute is greatly reduced.

1.1.2 Transport in Equilibrium

Throughout this thesis we will only consider steady-state problems. Such problems arise when we

make the following assumption.

Assumption 1.1.1 There is no variation in the source term or the boundary condition in time,

i.e. f(r,®,E,t)=f(r,0,FE), forallr € D, and ¥(r,0, E,t) =¢¥(r,0,E), for allr € ID.
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This assumption ensures that the angular flux becomes time-independent, i.e. ¥(r,®,E t) =
P(r,®, E), for all r € D, and hence

0
a’lp(’fﬁat) =0.
The time independence of 1 implies that the system is in equilibrium.

Under Assumption 1.1.1, the solution to the transport equation (1.1.5) is equivalent to the
solution of the steady state or time-independent radiative transport equation: Find ¥(r,0, E)

satisfying

1
-V + o(r, E)] (r, ©, E) E/W/s os(r, @ - O, E', E)j(r, @, E')AO dE’

x(E)
47

+ f(r,®,F),

+ / v(r, B )op(r,E') | ¢(r,® E)dO'dE’ (1.1.14)
R+

S2

forallr € D, ® € Sy and £ € RT, and equipped with suitable boundary conditions (as outlined
in Section 1.1.1). Subsequently, (1.1.6) becomes Loss = Gain and the operator form (1.1.7) can
be re-written as

TY(rx,®,E) = (S+F)Y(r,0,F), (1.1.15)

where the application of the operator 7 has been brought to the left hand side.
Two of the main scenarios of interest in particle transport are the so-called fixed source problem

and the criticality problem, which we will discuss below.

1.1.3 Ciriticality Problem

Assume there is no fixed source, i.e. f = 0. Our above discussion assumes that particle gain is
exactly balanced with particle loss (or in the time dependent case, only changes due to time evolu-
tion). However, given a configuration for the reactor (e.g. material concentrations, cross-sections,
position of control rods) it is unlikely that we will achieve an exact balance. In mathematical
terminology, (1.1.14) (and (1.1.15)) will not have a (non-trivial) solution. We therefore introduce
another parameter At > 0 to adjust/re-balance (1.1.14) and this leads us to solve the criticality
problem: Find the smallest Ay € RT and v # 0 such that

(T=8)Y¢ = AaitFY , (1.1.16)

with some appropriate boundary conditions. Hence, At is the smallest eigenvalue of the gener-
alised eigenvalue problem, with corresponding eigenfunction ¥. We can assume that A is positive

and real as explained in the following remark.

Remark 1.1.2 [t is perhaps surprising that we would expect Aoz to be real and positive. The
transport operator T in (1.1.16) is an example of a non self-adjoint differential operator and there-
fore we would generally expect that the eigenvalue spectrum of (1.1.16) includes complex numbers.

However, under the assumptions: (1.1.16) is equipped with the no-inflow boundary conditions
(1.1.11); the spatial domain D is conver; and the cross-sections are homogeneous, isotropic in
angle and strictly positive; then it can be shown that there exists a unique eigenpair (Aerit, ), with
Aerit € RT and ¢ £ 0, satisfying (1.1.16). We refer the reader to [142, 178, 205] and [52, Chap.

XXI, §3.5] for further details, and similar results with weaker assumptions.

10
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The goal of the criticality problem (1.1.16) is to find a measure of how far the system is from
balance. We can see that this measure is given by At by considering the three possible states of
(1.1.16):

e Subcritical (At > 1). More particles are being lost than gained, the system is safe but

inefficient;

e Critical (At = 1). The gain and loss of particles is balanced and hence (1.1.14) is well-
posed;

e Supercritical (A.it < 1). More particles are being gained than lost, the system is creating

large amounts of energy but is unsafe.

Therefore for the non-critical states, a non-zero fixed source/sink of (1 — At ) X fission contribution
is needed to keep a self-sustaining reaction and ensure (1.1.14) is well-posed.

The applications of the criticality problem are confined to the design and management of nuclear
reactors. Typically, for criticality problems within industry, the literature refers to “k-effective”

instead of A, where

1
ko = . 1.1.17
i )\crit ( )

To summarise, the criticality problem tells us what state a reactor system is in, given its
configuration. Adjustments can then be made to ensure a desired balance of safety and efficiency

is achieved.

1.1.4 Fixed Source Problem

For the criticality problem, we are primarily interested in the eigenvalue A, rather than the
angular flux ¢ of the system. The fixed source problem asks an alternative question. Assuming we
have a non-zero fixed source and the system (1.1.14) equipped with a suitable boundary condition,

then does a solution of the system uniquely exist? And if so, what is the solution?

Remark 1.1.3 It can be shown that the problem (1.1.14) has a unique solution, when appended
with suitable boundary conditions and under weak assumptions on the cross-sections, source and
the spatial domain. For further details, see [52, 138, 203].

In Section 1.2 we will discuss numerical methods that can are used to estimate the solution.

1.1.5 Challenges of the RTE

It is not difficult to imagine why the problem (1.1.14), in six independent variables (or the problem
(1.1.5) in seven independent variables), would be very challenging to solve numerically. For accurate
solutions to be achieved by discretisation techniques there will be a huge number of associated
degrees of freedom [38]. For time-independent problems for example, [185] reports up to 10'° and
[148] reports 1012 total degrees of freedom.

Moreover, the material properties (and subsequently the values of the cross-sections) can change

the underlying behaviour of the RTE [113]. In particular, consider the following notes:

e the transport operator 7, on the left-hand side of the transport equation (1.1.14), is a linear
first-order differential operator, and as such is hyperbolic. It is also an example of a non

self-adjoint differential operator;

11
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Figure 1-1: Ordering of energy groups from FEy,,x down to Eyy.

e when oy is close to o (e.g. water) then the RTE is well approximated by the neutron diffusion
equation (an elliptic PDE) [139]. In fact, this is the reason the diffusion synthetic acceleration
(DSA) technique [3, 5, 32] works well in this regime;

e when og is close to o for the time-dependent RTE, the RTE is well approximated by a

time-dependent parabolic differential equation [113];

Variations in the cross-sectional values can strongly effect the performance of numerical methods.
A prime example of this is the source iteration method [94], which can find a good approximation
to the solution to the RTE quickly - unless the system is highly diffusive [178]. We will discuss
this further in Section 3.1.2.

1.2 Solution Methods

Now that we have the time-independent RTE (1.1.14) equipped with suitable boundary conditions,
we can begin to discuss possible methods for discretising the system and estimating the angular
(and scalar) flux. Whilst not the focus of this thesis, we note that to discretise (1.1.5) in time,

discrete time steps and finite differences are one option [24, pg.4].

1.2.1 Energy Discretisation
The Multigroup Approximation

The standard method for discretising the RTE over the energy domain is the multigroup method.

It makes the following assumptions, which we discuss in more detail below:

Assumption 1.2.1 1. The energy domain is restricted to an interval [Emin, Emax] C RT (or

at least, particles which fall outside this energy range are negligible [27]);

2. On given sub-intervals of [Emin, Emax], the angular flux can be expressed as the product of a
known (piecewise smooth) function in energy with an unknown energy-independent function,
see (1.2.2);

3. The source can also be expressed as a similar product of functions, see (1.2.3).

We note that the multigroup method could still be constructed without these assumptions, but it
adds substantial complications to the theory, see [27, §1.6d and §4] for further discussion.
Consider a strictly decreasing sequence of G+ 1 points on the energy interval Ep.x = Eg >
Eg_1 > -+ > Ey = Epiy, which form G groups of size AE;, = E; — E4_q, for g =1,--- ,G.
This is illustrated in Figure 1-1. On each of the energy groups, the multigroup method assigns
piecewise constant values (in energy) to the nuclear input data (e.g. cross-sections). We note that
cross-sections can have a complex shape in energy (particular in resonance regions, see Figure 1-2)

and hence a large G is often required (e.g. [185] reports G = 150).

12
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Figure 1-2: Tllustrated resonance region for a cross-section of Uranium-238 nuclei, plotted against
energy. Taken from [70)].

To formulate the multigroup approximation, consider (1.1.14) and re-write [, dE' = 25’:1 f;gl/ ) dE'.
o
Then integrating (1.1.14) over the interval [E,_1, Ey] gives

Ey

/ ¥(r,© E)dE+/Eg o(r, E)i(r,®, E)dE = / f(r,®,E)dE (1.2.1)

E,_

/ / / (r,® -©,F E)j(r,0 EdE dEde’
S2 g1/ By

/ / / v(r, E"Yor(r,E')(r,® E')dE'd@®'dE ,
Eg 1 47T S2 1 JE

g'—1

forallg=1,---,G.

Now, Assumption 1.2.1(2.) assumes there exists a known and (piecewise smooth) function ky

and an unknown function ¢, (the angular flux on the gth energy group AEy) such that [108]
Y(r,0,F) = ky(E)y(r,®), forall E,_1 <E<E,, (1.2.2)

where ky is normalised such that fg"_l ky(E)dE =1, for all g=1,--- ,G. Likewise, Assumption
1.2.1(3.) assumes there exists a known function k¢, normalised such that f;q  ky(E)dE =1, and
o

fq (the source on the gth energy group AE,) such that
f(r,®,F) = kf(E)fy(r,®), forallE, 1 <E<E,, (1.2.3)

forallg=1,---,G.

Plugging (1.2.2) and (1.2.3) into (1.2.1) and defining the gth group input data (which can be
evaluated as illustrated in [27, §4.5] or [42, pg.11]):

Eg
o4(r) = / o(r, E)ky(E) dE ;
5.y 4(r,© - ©) = / / (r,© - ©,E, B)ky(E') dE'dE ; (1.2.4)
E !’ —1

Yo = /E \(E) dE ;

g—1

By
vy (r)op gy (r) = / v(r, EYop(r,E" ky(E') dE',

Egr_q
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allows us to re-write (1.1.14) as

G

1
[@ . V + O_Q(r” wg(r7 G‘)) = 7 Z /S US,g’,g(r7 G,)/ . @)wg, (r7 @l)del
g'=1""2
Y G
P 2y (e ) | b €06 (1.25)

+ fo(r,®), forg=1,---,G.

This is a system of equations (with input data 04,054 ,9,0F,¢/, Xg, Vg’ » fg) for the unknowns:

Eg
Yy(r, ©) :=/ Y(r,®,E')dE', forg=1,---,G,
Eg 1

i.e. the angular flux for the gth energy group. Subsequently the scalar flux for each energy group

can be found via: )

Pg(r) = j Yy(r,©) dO . (1.2.6)

The boundary conditions (1.1.11), (1.1.13) also hold for the group angular fluxes ¥4(r, ®) in an
analogous way.

Throughout this thesis, we will only be considering problems with a single energy group (i.e.
G =1, see Assumption 1.3.1(i) below). This is often referred to as the mono-energetic or the one-
speed transport problem. In this case there is no need to distinguish between different group fluxes
(and similar) and we therefore simplify notation by defining ¢ (r, ®) = 1, (r, ®), ¢(r) = ¢4(r) and
likewise for the group input data (1.2.4), from now on. Moreover, all fission neutrons will have the

same energy when released and hence x; = 1. Therefore, for G = 1, (1.2.5) becomes

[© -V +o@)y(r,®) = % A o5(r,® - ®)Y(r,®") d® + v(r)op(r)d(r) + f(r,®), (1.2.7)

where we define

o(r) = = Y(r,®) dO .

47 So

1.2.2 Angular Discretisation

We will now consider two possible discretisations with respect to the angular variable ®, the
discrete ordinates (or Sy method) and the spherical harmonics (or Py method).

Discrete Ordinates (Sy)

Consider the angular variable ® € S, in (1.2.5). We can define © in spherical co-ordinates (¢, 0)
by

(S sin 6 cos
O,p) = | ©®Y ]| = |sinfsinp | , (1.2.8)
CN cos 6

where (@7, ©Y, ©%) refer to the direction of the angles in the Cartesian co-ordinate system given
by the set of all vectors r = (z,y, z). The angle ¢ € [0, 27] represents the azimuthal angle in the
ay-plane and 0 € [0, 7] is the polar angle in the z-axis. A physical description is given in Figure
1-3 or [27, pg.3].

The discrete ordinates method approximates (1.2.7) by enforcing (1.2.7) to hold for a finite
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Q
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d

Figure 1-3: Spherical co-ordinates representation of ®, defined in (1.2.8).

set of N angles {@k}zjcvzp where the angular integral is approximated by quadrature. That is, we

begin by approximating the scalar flux ¢ by its (IN-angle) approximation

N
1
N —
o) = > wprthy (r) . (1.2.9)
k=1
where we use the notation 15 (r) = ¥ (r, @), and where {wy}, {Or} denote the weights and
directions, respectively, for the specific discrete ordinates method. Then, we have the following

system of transport equations along each direction @y:

N

Ok V+o@)]yr(r) = > wy

k'=1

0s(r, Op - ) + v(r)or(r)

An Yir (1) + fi(r) (1.2.10)

for all k =1,---, N, where we have used the notation fx(r) = f(r,Op).

For an example of the weights wy and directions @y, for problems (such as (1.2.7)) with angles
defined on the sphere So, we refer the reader to the T quadrature set [200] and the level-symmetric
LQn set [134, 148].

For problems where the angles are defined on the unit circle, e.g. [110, 10], then one option is

the uniformly spaced angles [110, Example 4.1]

(1.2.11)

ok 2k T
N’ N ’

O, = <cos sin

equipped with the (equal) weights wy, = (27/N), for all k =1,--- | N.

In 1D problems, where the (cosine of the) angle is defined over the interval [—1, 1], the Gauss-
Legendre rules are often used because of their high accuracy (they integrate polynomials of order
2N —1 exactly). Moreover, if we consider the double Gauss rule (i.e. two separate Gauss-Legendre
rules on [—1,0) and (0, 1] respectively) then the abscissa are well placed to tackle a singularity
that arises when the angle becomes perpendicular to the plane (i.e. cos ®* = 0 for a spatially
one-dimensional problem in the z-direction). This will be discussed later and is a key feature in
Chapter 3 and Chapter 4 of this thesis.

One main disadvantage of the Sy method is the so-called ‘ray-effect’ [52, 134], i.e. the appear-

ance of unphysical flux oscillations due to the limited number of chosen directions.

Spherical Harmonics (Py)

One other option for angular discretisation, that goes back to the origins of nuclear reactor theory,

is the spherical harmonics (or Py) method. The Py method tackles the angular domain by writing
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the angular dependence of the flux, cross-sections and source in terms of spherical harmonics [27,
§4], [134] of limited degree, and then forces the residual to vanish when integrated against each
spherical harmonic.

Spherical harmonics and discrete ordinates have also been combined [68]. Here, discrete ordi-
nates is used in the same way as it is on the left hand side of (1.2.10), but spherical harmonics are
used to compute the right hand side of (1.2.10). This method was shown to give good gains over

the stand-alone methods.

1.2.3 Spatial Discretisation

Application of the multigroup and discrete ordinates method(s) leads to a system of equations
(1.2.10) which have been discretised in energy and angle, but are not discrete in the spatial variable.
We now discuss a method for tackling the spatial dimension, the Discontinuous Galerkin finite
element method (DG or DG-FEM).

Discontinuous Galerkin

Discontinuous Galerkin (DG) belongs to a family of methods for solving PDEs known as the
finite element methods (FEM), although strictly speaking it combines ideas from FEM and finite
volume schemes. DG was first invented as a solution method for the RTE [166], and it has since
been successfully employed across elliptic, hyperbolic and parabolic problems [49, 50, 150, 156].
A unified view and comparison of DG methods for elliptic problems is given in [8] and references
therein.

For simplicity, when introducing the DG scheme, we will consider the following problem instead
of (1.2.10): For a specific angle @y, find ¢(r, ®;) such that

OV +o(r)]Y(r,®) = f(r,O) . (1.2.12)

for all r in the spatial domain D = [0, 1]?, and equipped with some appropriate boundary condi-
tions. We note that this problem is similar to the “pure transport problem” that we discuss later
in Section 1.3.
We discretise D = [0,1]3 by considering the tensor product of 1D meshes 0 = zg < z7 <
<ay, =1,0=y <---<yy, =land 0 = 2 < - < zp, = 1, where (M, M,, M)
relates to the refinement of the mesh in each co-ordinate direction. Subsequently, let {C"} denote
a family of (disjoint and open) cuboids D" (chosen parallel to the axes), with closure D", such
that D = |J Dhech D", where h denotes the maximum diameter of any cuboid D" (with boundary
OD", and h depends on the choice of (M,, M, M,)). Note that we consider cuboids cells D" for
simplicity in this presentation, but many other possibilities exist. These include tetrahedral and
hexagonal cells [29, 156], as well as adaptively refined meshes [150].
The first step in constructing our particular numerical method for (1.2.12) can be found by
multiplying both sides of (1.2.12) by a test function v(r) (defined on a cuboid D"), integrating
over D" and then applying Green’s identity (integration by parts) to the resulting equation. This

gives

—/ (O - Vo) dr + / oYv dr + / (Ot -n)v dr = frv dr (1.2.13)
Dh D*h D"

Dh

for all test functions v, with n denoting the unit outward normal vector at a cell boundary. Details

of this construction are given in Section A.1.
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Now, we define the finite element solution space
VP = {v e Ly(D) | VD" € C", v|,, € Qi (DM},

where v‘ pn denotes the restriction of v onto the element D" and Q(-) denotes the space of
polynomials of separate degree K. For the remainder of this discussion we will focus on the case
K=1.

Moreover, let M; = (23)M,M,M, denote the total number of degrees of freedom in the 3
spatial dimensions (with each cuboid containing 23 degrees of freedom, one in each corner). Then,
we define a set of basis functions {v;(r) € V* | j=1,.--, M;} that span the space V", such that

, 1 ifi=j
vj(r(l)) = , forj=1,---, My, (1.2.14)
0  otherwise

where r® denotes the ith spatial degree of freedom, for i = 1,--- , M ¢. We seek a (piecewise
polynomial) function in V" that is a good approximation to the angular flux for a specific angle
(or the scalar flux approximation (1.2.9)). The approximation of the angular flux solution of
(1.2.10), for all k, then belongs to (V*)®V the Nth tensor product space of V.

The Discontinuous Galerkin method seeks an approximation of the solution to (1.2.13). That
is: Find wZ’N € V" such that for all D" € C*,

—/ (©y, - Vo )i dr+/ oprNu; dr +/ (Fi, - n)v; dr (1.2.15)
Dh D oDh

:/ frojdr , forallk=1,--- N, andallvjEQl(Dh),
Dh

where ng’N ~ (-, 0y) and where we choose a numerical flur Fj such that (Fy - n) approximates
(@kl/}Z’N -n) at the cell boundaries D", with n again denoting the unit outward normal vector
at a cell boundary.

The inclusion of the numerical flux is important as, without it, the discontinuities lead (@k¢Z’N-
n) to be double-valued at the interior boundaries [96]. Moreover, at the exterior boundaries,
the numerical flux ensures that the given boundary conditions are weakly imposed - that is, the
boundary conditions are satisfied within integral identities. For example, in the case of the no-
inflow boundary conditions (1.1.11) and for an element D" sharing a boundary with D_ (defined
in (1.1.12)), we set [, (Fx - n)v; dr = 0, where for clarity we re-write the term in (1.2.15) as

/ (Fi -n)v; dr = / +/ (Fi -n)v; dr = / (Fi -n)v; dr , (1.2.16)
oD" oDt Joph aDh

where we assume that the angle ®;, is not moving directly parallel to an edge of the element D",

and where we define the inflow and outflow boundaries for an element D" as (respectively)
OD" = {redD" | ®;-n(r) <0} and 0D} := {redD"| O n(r)>0}. (1.2.17)

Many examples of F}, are used in the literature, including the (global and local) Lax-Friedrich
fluxes [50, 150] and the centered flux [96]. Later, we will apply the so-called upwind fluz [96] to a
variety of spatially two-dimensional applications. That is, we define

Fi(r) n(r) = (O -n(r) ¢Vt (), forallredD", (1.2.18)
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for each k =1,--- , N, where we also define
PNt () = lim PN (v + €@y) , forallr e dD" . (1.2.19)
e—

The upwind flux is a natural choice for the numerical flux, however so-called locking' has been
observed for systems in optically thick diffusive regimes (i.e. the material is scattering dominated
and its mean-free path A := 1 /o is small compared with the size of D). We refer the reader to an
excellent introduction in [96]. For further discussions, we refer the reader to [49] which gives an
excellent survey of DG methods applied to a variety of problems, and to [35] which discusses the
stability aspects of certain numerical flux choices.

Finally, to compute a solution to (1.2.15) we write z/xZ’N as the following basis expansion
My
PN =3 W eV, forallk=1,--- N,
j=1

where U . is the coefficient corresponding to the jth spatial degree of freedom, for j =1,--- , My,

and the kth angle, for £ = 1,--- | N. We can then solve the resulting linear system to find the
Mg, N
j:fl,kzl‘

The original analysis of the DG scheme in a two-dimensional spatial domain (for both trian-

vector of coefficients ¥ = (¥; 1)

gular? and rectangular elements) was given in [132]. They considered the pure transport equation
(i.e. the right hand side of (1.2.10) is replaced by a generic spatially-dependent function and the
resulting equation is studied along a fixed angle, see ahead to Section 1.3), proving O(h¥) con-
vergence of the angular flux (along the specific direction) in the Lo (D) norm, where h denotes the
maximum diameter of the elements. Subsequently for triangular elements, [111] proved O(h%+1/2)
convergence in Lo(D), along with similar results on other Lebesgue spaces (but under some uni-
formity restrictions on the triangulations). The sharpness of this result was shown via a counter
example in a later paper [160], although O(h®+1) has been observed in some examples, e.g. [170].

Finite element methods have also been applied to radiative transport in the angular and energy
domains [36, 150], instead of the more traditional spatial approach outlined above. This works
in much the same way as the spatial DG method, but where the angular and/or energy domain
is divided into a mesh, a solution space and piecewise polynomial basis functions are defined,
and the weak formulation is constructed (rather than the multigroup method discretisation of the
energy domain or the discrete ordinates discretisation of the angular domain, for example). An
overall space-angle-energy finite element scheme then considers the tensor product of the individual
meshes.

There are also many other methods for angular and spatial discretisation that we have not

discussed here. We briefly note a few below;
e reduced-order modelling of angles [38],
e method of characteristics [13] (and short characteristics [195]),

e Crank-Nicolson (or diamond differencing) [5, 93]. We discuss this further in the context of

spatially one-dimensional transport problems in Chapter 3,

e corner balance (discontinuous) finite differencing [46].

Lwhich is defined in [21] by: “a numerical scheme for the approximation of a parameter-dependent problem is
said to exhibit locking if the accuracy of the approximation deteriorates as the parameter tends to a limiting value.”
2here, the polynomial space Qy is replaced by Py, which denotes the space of polynomials of total degree K
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Each of the methods that we have discussed so far, for estimating a solution of the RTE, are

deterministic methods and require discretisation of the spatial, angular and energy domains.

1.2.4 Analog Monte Carlo Simulation

One further method that does not discretise in space, angle or energy (and does not directly solve
the subsequent system of equations) is the analog Monte Carlo (aMC) method [133, §7 — 3]. The
idea is to simulate (many) particle histories (i.e. the trajectory of a single particle over time) in a
way that replicates the true behaviour of a particle - this includes incorporating random numbers
when the behaviour of the particle is statistically uncertain. For this reason, aMC is a standard
method used in industry. The method was first devised, in the context of radiative transport, at Los
Alamos in 1949 [141]. Since then many developments have been made, of which we discuss a few
below. We refer the reader to the texts [127, 192] for further details and [136] for a comprehensive
review of acceleration techniques for analog Monte Carlo methods.

The concept of aMC is best explained via an illustrative example. For simplicity assume that we
have a homogeneous material over the spatial domain [0, 1]* and that we are solving a fixed source
problem, discussed in Section 1.1.4. Now, consider a single particle with a randomly obtained r,
© and E, determined by treating the (normalised) source f over [0,1]% x Sz x R as a probability
density function. A simple example would be a constant source with isotropic scattering and a
known energy of the source particles, then we draw r ~ ¢ ((0,1)3), define © by (1.2.8) with
0 ~U0,7), ¢ ~U(0,27), and take E fixed. Here, U(-) denotes the uniform distribution over a
given domain.

The particle now travels in a straight line in the direction ® until it undergoes a collision event.
The distance the particle travels before the collision event (assuming it does not interact with the
boundary) is given by @ = —o~!logy;, where y; ~ U(0,1). A nice justification is given in [178,
§4], which uses

PP[ distance travelled > 0] = exp(—o?) . (1.2.20)

We also refer the reader back to the definition (1.1.1) and the proceeding discussion there. Hence,

the new position of the particle is given by
- 1
r=r——logy ©. (1.2.21)
o

The type of collision event is determined by splitting the unit interval [0, 1] into disjoint subintervals
according to the probabilities of each collision event and then throwing another random number
y2 ~ U(0,1) to select a subinterval. That is,

fission if yo € [0, ‘%F)
.. o . . 4+
Collision Type = absorption else if Yo € [iTF’ UAUUF) . (1222)
scatter otherwise

Once the specific collision event is determined, random numbers can then be generated to establish
the latest state of the system. For example, the number of new particles is determined by v(-, E)
and the corresponding particle energies are distributed according to x(FE).

Note that in the presence of heterogeneous cross-sections the equation (1.2.21) no longer holds.
A number of methods are commonly employed to deal with this issue. One commonly used example
is Woodcock tracking [207], which artificially homogenises the cross-section(s). This method can be

computationally faster (for complex geometries) than other methods (e.g. simply tracking whether
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the particle crosses a boundary between materials), but there are issues when there is a large jump
in cross-sections between neighbouring materials.

Furthermore, the criticality problem discussed in Section 1.1.3, is more difficult than the fixed
source problem, as the source of neutrons relies on the unknown flux (which we are trying to
estimate). A common methodology here is to run ‘batches’ of particle histories and after each
batch update the source estimate (until so-called source convergence is achieved [97]). The concept
of superhistory powering [37] is a particular example.

Extending the simple aMC framework illustrated above allows industrial level codes, such as
MCBEND and MONK® | developed by the ANSWERS® software team at the Wood Group, to easily
model additional complexities that are not accounted for by (1.1.5), such as delayed neutrons and
gamma-rays. Hence, the aMC is often the most accurate technique for transport calculations.
However, and as we will see for Monte Carlo sampling later, the convergence in (root-)mean square
error (see (2.4.2)) is O(n~'/2), when n particle histories are taken. This is slow and is exacerbated
in certain scenarios. For example in shielding calculations, (accurate) tallying at the low-energies
is difficult because the particles are often absorbed by the shielding material before they reach low
energies [97] and likewise for (accurate) tallying far from the source, for deep penetration problems
[97].

Due to the slow convergence of the aMC, a number of so-called variance reduction techniques
have been developed to accelerate the convergence. A few of these methods have a similar intu-
ition to that of importance sampling in statistics. The basic idea is to put more onus/effort into
simulating (more) particles that are in more important areas of the domain (i.e. those with a
higher flux) and vice versa. We emphasise that this is not just in space, but in angle and energy
also. However, the acquisition of a good importance map requires prior knowledge of the physical
processes within the system, e.g. the flux. We refer the reader to the concepts of Russian roulette
(with splitting) [33, 97] and source biasing [33] as examples.

Finally, we emphasise that the aMC method discussed here is different to that of the Monte
Carlo sampling methods we will discuss later (in Section 2.4.1), with the similarity only arising

from the notion of repeated sampling.

1.3 Model Problems

As we discussed in Section 1.1.5, finding a solution to (1.1.14) is far from an easy task, even on a
supercomputer, due to the coupling over the six independent variables. The mathematical analysis
is no easier. Hence, we will consider a sequence of simpler problems that will allow us to show
that our methodologies work, and also allow us to do some tractable theory. We emphasise that
the following model problems are not simplifying approximations of (1.1.14), but are solutions to
(1.1.14) under simplifying assumptions on the input data. This is except for the first assumption
that will follow in Assumption 1.3.1, which we already alluded to in Section 1.2.1 and (1.2.5).
We also note that the solution methods discussed in the previous section can easily be applied

to any of the problems below, for the most part we will omit the details.

Mono-energetic Radiative Transport

The first model problem we will consider is that of mono-energetic (or one-speed) transport, with

isotropic input data. It is given by the following assumptions.

Assumption 1.3.1 1. (‘Mono-energetic’) There is only a single energy level E (i.e. G =1);
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2. (‘Isotropic input data’) The source [ and scattering cross-section og are independent of angle

0.

We remove the notational burden associated with the multigroup approximation, defining
P(r,®) = 1y(r,®) and similarly for the nuclear input data. Under Assumption 1.3.1, then
(1.1.14) becomes: Find ¢ (r, ®) such that

o5(r) + v(r)or(r)

[©-V+o(r)y(r,0) = i A P(r,®) dO®" + f(r) , (1.3.1)

where we note that the isotropic assumption ensures that the coupling in angle is now purely with
respect to the angular flux ¢». This formulation also allows us to more easily understand the second

quantity that we are interested in, the scalar fluz ¢(r), defined by

1
o(r) == — [ Y(r,@) dO" (1.3.2)
4 So
i.e. the angular average of the angular flux. For flux calculations in a reactor the scalar flux is
often more useful - we are typically interested in how many particles are contained with an reactor

subdomain, rather than wanting to know the spread over directions.

Radiative Transport in 2D Space

There are two main forms of Radiative Transport in two spatial dimensions, we will refer to them
as; the ‘2D-2D’ (or pseudo-3D [150]) problem and the ‘2D-1D’ problem. They are both 2D in the
spatial variable, but the ‘2D-2D’ is parameterised by both of the angular variables (6 and ) in
(1.3.1), whereas the ‘2D-1D’ is only parameterised by .

Pseudo-3D Radiative Transport

We will show below that the solution to the pseudo-3D transport equation is also the solution to

the transport equation in (1.3.1), under the following assumption.

Assumption 1.3.2 There is no variation in the input data in the z-direction, i.e.

oa(r) =oa(x,y), 0s(r) =o0s(x,y), op(r) =op(z,y), v(r) =v(z,y) and f(r) = f(z,y).

We emphasise this is not an approximating assumption. In fact for some parts of the reactor
this is often the case, e.g. control rods consist of columns of material and hence have the same

cross-sections in the vertical direction.
Now consider an independent (to (1.3.1)) spatially 2D problem: Find 12(2’2)(x,y, I') such that

19+ 0(2,9)] 93 (2,y,T) (1.3.3)

_ osa,y) + (e y)or(e.y)
2w Ci

PN @y, T) (1= 7)Y ar’ + f(o,y.T)
with some appropriate boundary conditions, where V := (0/0x,0/0y) and T is defined by

I'@,e) = © = sind [ 7).
Y sin ¢

The angular domain is the unit disc C; := {v € R? | |v| < 1}. Problems of this form can be seen,

for example, in [9] and [191] (with the cylindrical coordinates transport operator, see [27]).
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Lemma 1.3.3 Let 12(2’2) (z,y,T) be the solution to (1.3.3) with some appropriate boundary con-
ditions, and define ¢ by P(x,y,2,0) = $(2) (z,y,T') for all z € R and all ©, € [—1,1]. Then,
under Assumption 1.8.2 the solution to (1.3.1) is ¥(z,y, 2z, ®).

Proof. First consider the left hand side of (1.3.3), then

~

TV +0(e,)] $29(@,p.T) = [0V +0(e,1)] §2(@,y.T) = [0V +0(0)]4(r,©) .

where the first equality holds because 1(>2) is independent of z, hence the derivative of 1/(22) in the
z direction is zero and the choice of O, is irrelevant. The second equality holds due to Assumption
1.3.2 and o = 922,

Now consider the right hand side of (1.3.1). We are primarily interested in the integral (since

it is obvious that og(r) = og(x, y) etc.). Since sin @ is the Jacobian for spherical co-ordinates, then

™ 2m
P(r,®") dO' = / / W(z,y, z,8in 6 cos @, sin @ sin p, cos 0) sin 6 dpdf
Ss o Jo
™ 2m
= / / V@3 (z,y,sin 6 cos p, sin O sin ) sinf dpdh . (1.3.4)
o Jo

To integrate this expression, let us first split the integral with respect to 6 into the sum of
two integrals over [0,7/2] and (7w/2,7]. Consider the first of these, and make the substitution
r =sinf € [0,1], then

dr = cosfdf = Vecos20d) = V1 —sin?0do = /1 —1r2do ,

and hence
dr

Vi—r2

Applying this substitution allows us to re-write (1.3.4) (for 6 € [0,7/2]) as

do =

1 27
/ / 1/1(2’2)(x,y,rcos o, rsing) r(l — 7“2)_1/2 dodr |
o Jo

and by doing a similar calculation on (7/2, 7], we can combine the two integrals and write

g 2m
/ / @2 (2, y,sin 0 cos @, sin fsin @) sin O dpdd
o Jo

1 2m
= 2/ / w(2,2)(x7y,rcos p,rsing) r(1 — |7,‘2)—1/2 dpdr
o Jo

=2 [ 82,y T) (1 T'P)T2ar
C1
since r is the Jacobian for polar co-ordinates, and we use the definition of I'. This gives us the
(integral part of the) right hand side of (1.3.3). Finally, it is fairly simple to show a variety of
boundary conditions can also have equivalent representations in this 2D formulation. Hence, the

result holds. m

2D-1D Radiative Transport

A related problem that has been studied in the literature, e.g. [110, 10, 32], is the two-dimensional

radiative transport equation parameterised by a single angle (here referred to as the ‘2D-1D’
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| 0 z

Figure 1-4: Projection of an angle on the unit semi-circle, onto the z-axis.

problem). It is given by: Find 12(2’1)(30, y, ) such that

¢+ +oe)] 00V (ep,¢) = D IHBNIRED) [ e,y ¢y g’ + fo0)

2 S
' (1.3.5)

with appropriate boundary conditions, where we define

Clp) = <Cf)w> :
sin

and hence the angular domain of (1.3.5) is the unit circle S; = {v € R? | |v| = 1}.

1D Slab Geometry

Finally, let us consider the transport equation (1.3.1) one last time. This time we will show that the
solution to (1.3.1) is also the solution to a spatially one-dimensional problem, under the following

assumption.

Assumption 1.3.4 There is no variation in the input data in the xry-plane, i.e.
o(r) =0(z), 0s(r) = 05(2), or(r) = or(z), v(r) = v(2) and f(r) = f(z).

This assumption is equivalent to assuming that the system is symmetric in the azimuthal angle
[53, eq.(5.12)].

Consider the following spatially one-dimensional problem, which is independent of (1.3.1),
(1.3.3) and (1.3.5): Find (1)) (2, 1) such that

s o) |00 e = PELEATEE [ GOy ¢ s, 0130

with some appropriate boundary conditions, where we define () = ®* = cos#, and hence our
angular domain is now [—1,1]. This is equivalent to projecting angles on the unit semi-circle onto
the z-axis, as illustrated in Figure 1-4. The equation (1.3.6) is often referred to in the literature

as the 1D slab geometry problem.

Lemma 1.3.5 Let 12(1’1)(2,@) be the solution to (1.3.6) with some appropriate boundary condi-
tions, and define ¥ by ¥(z,y,2,0) = 12(1’1)(2,/1), for all (z,y) € R? and all (0,,0,) € C; (the
unit disc). Then, ¥(z,y,z,O) satisfies (1.3.1) under Assumption 1.5.4.

Proof. First consider the left hand side of (1.3.6). Then,

[Mfi+o(z)} V0D = [0V +o()] 0V (z0) = [0V +o()]d(r,©),
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where the first equality holds because 12(1’1) is independent of x and y and hence the choice of ©,
and ©, is arbitrary (and p = ©.). The second equality holds because of Assumption 1.3.4 and
P = D),

For the right hand side of (1.3.6), we are again only really interested in the integral. Applying

our assumption gives

T 2m
P(r,®") dO' = / / ¥(z,y, 2,8in 6 cos @, sin @ sin , cos #) sin 6 dpdf
o Jo

Sa
™ 2
= / / YAV (2, cos0) sinb dedd
o Jo
-1 1
= —27r/ D (z,p) dp = 27?/ D (2, ) dpt (1.3.7)
1 -1
where the third line applies the substitution p = cosf (with du = —sinf) and then integrates

over the (unused) variable . Plugging (1.3.7) into the the right hand side of (1.3.1) and using
Assumption 1.3.4 gives the right hand side of (1.3.6). m

Pure Transport

The final model problem we consider is often referred to as pure or purely (absorbing) transport. It
is useful for mathematical analysis as it allows us to study the transport operator 7, without the
additional complexities of angular (and energy) coupling. The pure transport equation is: Find
u(r) such that

[© -V +o(@)ulr) = g(r), (1.3.8)

for all r € D, with some suitable boundary conditions. The equation (1.3.8) can be interpreted
in two ways, when compared with (1.2.7) - both involve considering the solution for a fixed angle
and fixed energy (making them parameters), but they differ in their construction of g: (i) g being
a generic right hand side; (ii) system being purely absorbing, i.e. 0g = op = 0 and 04 = o, and
hence g = f. The analysis holds regardless of the definition.

We prove a closed-form expression for the solution of (1.3.8), subject to the no-inflow boundary
conditions, in Section A.2. Subsequently, a useful link between the pure transport problem (1.3.8)
and the radiative transport problem (1.3.1) is given in Theorem A.2.1.

We also note that spatially one and two-dimensional versions of the pure transport problem

are obvious and we will not construct them here.

1.4 Thesis Contributions and Outline

Within this thesis exist a number of novel contributions. I:

e prove theoretical results on the underlying solution and integral operators of radiative trans-
port in one spatial and one angular dimension, in the case of heterogeneous cross-sections
(Section 3.2);

e present an error analysis for the combined spatial and angular discretisation of the spatially
heterogeneous radiative transport equation, in one spatial and one angular dimension. The
error estimates are explicit in the heterogeneous cross-sections and allow for very low regu-
larity and discontinuities. The discretisation considered is the discrete ordinates method in

angle combined with the classical diamond difference scheme in space (Chapter 3);
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prove bounds for the discretisation parameters of the aforementioned discretisation schemes

that ensure stability, explicit in the heterogeneous cross-sections (Theorem 3.3.10);

present an extension of the error estimate to probabilistic bounds, in the case of random
cross-sections with certain statistical properties. This includes cross-sections represented by

log-normal random fields equipped with the Matérn covariance function (Section 4.1.1);

theoretically estimate the parameter values in the multilevel Monte Carlo complexity theory
(discussed in Section 2.4.3), for a transport equation in one spatial and one angular dimension.
This includes the introduction of a sequence of discretisation parameters that are sample

dependent in order to ensure stability (Section 4.1.1 - Section 4.1.2);

present the application of standard and quasi-Monte Carlo, and their multilevel variants, to
quantify uncertainty in radiative transport. We apply these techniques to a number of prob-

lems, reporting problems in up to 3600 stochastic dimensions (Section 4.3 and Chapter 5);

present a hybrid direct-iterative algorithm for solving the radiative transport equation in one

spatial and one angular dimension (Section 4.2);

numerically examine an inexact iterative eigensolver which uses a single source iteration
within each loop of a (shifted) inverse power iteration. This stops the number of source
iterations blowing up, which can occur when the underlying source problem becomes nearly

singular due to the variable shifts (Section 5.1.5);

model the heterogeneity in concrete via Gaussian random fields equipped with a Matérn
covariance function. Whilst this isn’t novel, the way we model the cross-sections via the
random field is - through a sequence of maps. This gives (piecewise) discontinuous cross-
sections, where the material composition in the model has spatial correlation according to

the Matérn covariance (Section 5.2.5).

Some of these contributions have been presented in the following papers:

e [.G. Graham, M.J. Parkinson, and R. Scheichl. Error Analysis and Uncertainty Quantifi-
cation for the heterogeneous transport equation in slab geometry. 2018. In preparation for

submission, Autumn 2018.

e I.G. Graham, M.J. Parkinson, and R. Scheichl. Modern Monte Carlo variants for Uncer-

tainty Quantification in Neutron Transport. In Contemporary Computational Mathematics
A Celebration of the 80th Birthday of Ian Sloan, J. Dick, F.Y. Kuo, and H. Wozniakowski
(Eds.), pages 455 — 481. Springer, 2018.

Finally we outline the structure of this thesis. In the next chapter we will introduce the

area of Uncertainty Quantification and describe the two key components at its heart - generating

realisations of input data and estimating the statistics of the corresponding output data. Firstly,

we describe methods to generate realisations of (spatially correlated) random fields, for the nuclear

input data. Then, to estimate the statistics of some quantity of interest, we describe Monte Carlo

sampling methods (as well as quasi-Monte Carlo, and their multilevel variants).

The third chapter is largely concerned with an error analysis for the combined spatial and

angular discretisation of the spatially heterogeneous RTE, in one spatial and one angular dimension.

The error estimates are explicit in the heterogeneous coeflicients and allow for very low regularity

and jumps. We also present a stability bound on the discretisation parameters, explicit in the

coefficients. Chapter four then assumes that the cross-sections are random with certain statistical
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properties, including the case of log-normal random fields equipped with a Matérn covariance
function, and we subsequently prove probabilistic bounds on the error - provided the discretisation
satisfies the stability condition pathwise. This leads to novel rigorous complexity estimates for
Monte Carlo and multilevel Monte Carlo approaches to uncertainty quantification, that account
for the path-dependent stability condition. Moreover, we present a novel hybrid algorithm which
combines a direct and iterative solver to accelerate the computation of the solution to the RTE.
Numerical results are provided throughout.

In the final chapter we illustrate the techniques described in Chapter 2 to more physically
relevant problems in radiative transport (than the spatially one-dimensional fixed source problem
considered in Chapters 3 and 4). In particular, we consider a spatially two-dimensional fixed source
problem discretised using a Discontinuous Galerkin scheme and discrete ordinates, and a spatially
one-dimensional criticality problem. We also test an iterative eigensolver which uses a single source
iteration within each loop of a shifted inverse power iteration, and propose a model for (random)
heterogeneity in concrete - using a sequence of maps combined with a Gaussian random field to
generate (piecewise) discontinuous cross-sections, but where the composition of materials in the

concrete are spatially correlated.
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Uncertainty Quantification
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The focus of this thesis is on the theory and application of methods in Uncertainty Quantification
(UQ), to problems in radiative transport. One of the primary aims of UQ is to accurately and
efficiently estimate the statistical properties of the final state of a model (such as functionals of
the solution of a differential equation), given the uncertainty in the input data.

Uncertainty Quantification has many applications outside of radiative transport. Examples
include, but are not limited to; finance [41, 80, 106], stochastic differential equations [54, 80],
biological systems [167], engineering [16, 40, 67], atmospheric modelling [112], wave phenomena
(such as acoustics and seismology) [143, 144] and subsurface groundwater flow [48, 172, 199].

Often uncertainty is grouped into two categories; systematic uncertainty and statistical uncer-
tainty. Systematic uncertainty is ‘man-made’ uncertainty - in a perfect world there would be none.
It is uncertainty that arises because, for example, we have some lack of knowledge of the system
or require better measuring equipment. An example in the context of radiative transport are the
cross-sections, since nuclear data libraries (such as JEFF [177], CENDL [75] and ENDF/B [44])
report different cross-sectional values for a variety of element/isotope and energy group combina-
tions. On the other hand, statistical uncertainty is inherent to the physical system. For example,
the cross-sections relate to the probability of each of the possible collision events and so, given the
occurrence of a collision event, we cannot say with certainty which will happen (just how likely it
is) - recall (1.2.22) and the surrounding discussion.

Whilst the different types of uncertainty are interesting, for our purposes it is not necessary to
categorise them in such a way. Instead, we assume that we have a model for the uncertainty in

the input data, and that we can generate realisations from this model.
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We will begin this chapter by introducing some notation and basic probability theory that
are at the heart of Uncertainty Quantification (UQ). We will then introduce the type of UQ
problem considered in this text - radiative transport problems with random nuclear input data
(i.e. coefficients) represented by spatial (and possibly correlated) random fields. In Section 2.3 we
will detail a number of methods used to generate realisations of the random input data, focusing
on expansion methods such as the Karhunen-Loéve expansion. Finally, to estimate the statistics
of a quantity of interest, we will detail the Monte Carlo (sampling) method and variants thereof,

including; quasi-Monte Carlo point sets and multilevel Monte Carlo.

2.1 Random Variables, Random Fields and Moments

To formally describe the random model, we must first present some details of basic probability
theory. We will primarily use the texts [95, 116] which cover the discussion below in more detail.
For a more radiative transport focussed discussion, we refer the reader to [133]. Two probabilistic

quantities of particular importance in this thesis are random variables and random fields.

Let (©2,G,P) denote a probability space, where w € Q denotes an outcome from the sample
space {2, G denotes a o-algebra of possible events in 2, and P : G — [0, 1] denotes an associated

probability measure.

A (real) random wvariable @ is a measurable real-valued function @ : Q — R, that assigns
numerical values to possible events in the sample space!. Subsequently, a random field over a given
space X is a collection of random variables {Q(-,z) | + € X}, where the choice of X determines
the type of random field, e.g. spatial, temporal, spatio-temporal. The notation @) will interchange
between random variables and random fields. Three common examples of random field that we

will discuss in this work are the uniform, Gaussian and log-normal random fields.

A random field is defined to be a uniform (respectively, Gaussian) random field on X if, for all

1 < n < oo and all combinations (x1,- -+ ,x,), for x1,--- ,x, € X, the finite collection
[Q(,x1), -+ ,Q(-,xy,)], has multivariate uniform (respectively, Gaussian) distribution. (2.1.1)

A random field @ is called log-normal if log @) is a Gaussian field. Under some technical assumptions
that we do not specify, the connection between the random field over a continuum and the finite-

dimensional distributions in (2.1.1) are given by Kolmogorovs Extension Theorem [116].

It will turn out that, solutions (and functionals of the solutions) to the radiative transport
equation, under the assumed uncertainty in the input data, will be represented by random fields
(and random variables) with some unknown underlying distribution(s). We wish to estimate these

distributions.

An important quantity that is related to the distribution of a random variable @ is its (statis-

tical) moments (at least those that exist), where the kth moment is defined by
BQY = [ Q4w) dP) = [ @ w)p(w) dw. (2.1.2)
Q Q

We use p(w) to denote the probability density function (pdf) of the random variable Q. Formally,

IThis definition is not rigorous. Strictly speaking, a (real) random variable is defined as a function Q : Q +— R,
such that for all subsets M C R, the pre-image of Q defined by Q= 1(M) := {w € Q| Q(w) € M} € G. We refer the
reader to [95, 116] for further details.
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the kth moment of a random variable @ exists if Q@ € Li(€2), where we define

mmw—{@QHR|mmmp—[ymmhmm<m}, (2.13)

that is Ly () denotes the Lebesgue space on 2 with respect to the probability measure P. For
random fields, the notion of Lebesgue space(s) extends to the so-called Bochner space(s), L (€2; X),
defined by

L@ )= { Qs 0 X 1@l ) = B(IQIS) = [ 1@l dPw) <o} . (21.0)

for some Banach space (X, || - ||x). Note the relationship L (2) = Ly (; R).
Whilst the techniques illustrated in this chapter are applicable to estimate all moments (that

exist), we will focus on estimating just one - the expected value (the first moment). For a random
variable @ € L1(Q), the expected value E[Q)] is defined by

= /QQ(W) dP(w) < oo. (2.1.5)

It is important to note that it is not restrictive to focus on estimating E[Q], and many more
complex statistics can be constructed. For example, if we wish to compute the kth moment of @
we can consider another random variable ¢ = Q¥ and estimate E[¢] instead. Similarly, if we want

to evaluate variants of moments, e.g. the variance (the centered second moment) defined by
VQ] = E[(@-EQ)’] = EQ¥ - (EQ)® < oo, (2.1.6)

where we assume Q € L2(Q2), then we just need to estimate several expected values, i.e. E[Q] and
E[¢] with ¢ := Q2. In much the same way, we can estimate the pdf of Q by computing a finite
number of moments and taking the pdf estimate that maximises the Shannon entropy [23, 31, 34],
so-called moment matching.

Considering £ = £(Q,b), for another parameter b € R, allows us to estimate more complex
statistics via E[€], e.g. the characteristic function can be estimated by defining £(Q, b) := exp (ibQ),

and the cumulative distribution function (cdf) by

P[ng] = E[]l(foo,b](Q)] = ]E[g(Qab)] ) f(Q,b) = 1(*00,17](@)’ (217)

where 1g(-) denotes the indicator function for some set S.

One exception, which cannot be written simply as the expected value(s) of some quantity, are
the quantiles of a distribution. There are a variety of algorithms for computing quantiles, e.g.
[66, 118], but we do not deal with the additional technicalities in this text.

2.2 Uncertainty Quantification

As we have already mentioned, the goal of Uncertainty Quantification is to understand how un-
certainty in the input data affects the output data of a physical model. In this thesis we will focus
on the effects of uncertainty in the nuclear input data on (functionals of) the scalar flux ¢. Such
functionals £ will produce quantities of interest Q(w) € R by the relationship Q(w) = £(¢(w, -)),
for w € Q. We will assume throughout that Q € Ly(f2), i.e. @ is a random variable with finite

variance. We seek an accurate and efficient estimator of E[Q)].
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Let us assume that the nuclear input data; os = os(w,+), o4 = ca(w,:), or = or(w,-),
v=v(w,-) and f = f(w,-) are (possibly dependent or correlated) random fields belonging to some
space X, that is problem specific. For notational simplicity we group the input data into a vector

of random fields
Z(w7 ) = [Us(w, ')’ OA(wv ')7 UF(W’ ')’ Z/(w’ ')a f(OJ, )] . (2'2'1)

Then, the radiative transport problems introduced in Chapter 1 become integro-differential
equations with random coefficients, and subsequently the solution(s) ¢ and ¢ (and Q) become ran-
dom fields (random variables) themselves - we seek their distribution. For example, the transport
problem (1.3.6) becomes: Find ¢ (w,z, 1) such that

[ugcw(w,w)} Pw,z,p) = [05(w,2) +v(w 2)op(w 1) pw,z) + flw,z,p),  (2.22)

for z € [0, 1], p € [-1, 1], where

1
o) = 5 [ v i

with o(w, ) = og(w, )+ 0a(w,-) + or(w, ) and where we satisfy suitable boundary conditions, for
almost all realisations w € Q. The extension of (2.2.2) to higher dimensional problems are obvious.

We note that, as well as being dependent on w € 2, the scalar flux ¢ (and ) is a function of
the nuclear input data Z = Z(w, -). Likewise, @ = £(¢) is a function of Z. We will abuse notation
throughout this thesis by considering Q(w) and Q(Z) = Q(Z(w,-)) as equivalent, for w € Q (also
see ahead to Notation 2.3.1).

2.3 Generating Random Fields

Now that we have discussed the underlying probabilistic framework, we can begin to understand
how uncertainty propagates through the RTE. As we have already mentioned, we will assume that
we have a known model for the uncertainty - we will focus on the case where the uncertainty
is represented by a spatial random field. Hence, our first step is to find methods for generating
realisations of a random field Z over the spatial domain D. For simplicity, we will assume that Z
contains only a single random field (unlike the five random fields in (2.2.1)). For further details on
this section, we refer the reader to [135, 194].

One of the simplest ways to generate a realisation of a spatial random field is to simulate a
random variable, according to some distribution, at each spatial point. For example, drawing from

the uniform distribution
Z(-,r) ~ Um—em+e], forall reD, (2.3.1)

could be an uncorrelated model accounting for measurement error € around a mean m. If we draw
ii.d. from a Gaussian distribution, this is typically referred to as white noise.

Whilst the model in (2.3.1) is interesting, a more physically relevant model would typically
incorporate correlation between spatial points. A simple extension of (2.3.1) is to have perfect
correlation on certain (non-overlapping) subdomains of D. That is, consider a sequence of open
subdomains D; C D such that D = |J, D; and D; N D; = (), for all i # j. Then,

for each D;, and forallr € D; , Z(-,r) ~ Um—em+e . (2.3.2)
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Figure 2-1: Examples of (2.3.1) and (2.3.2) on D = [0, 1], on the left and right respectively, with
m = 0.5 and € = 0.025. The disjoint domains are Dy = [0,0.25), Dy = [0.25,0.5), D3 = [0.5,0.75)
and Dy = [0.75, 1] for (2.3.2).

Such a piecewise constant model will be used in the numerical results of Section 5.1.6. In Figure 2-1
we give an example of a realisation of (2.3.1) and (2.3.2) in one spatial dimension, with m = 0.5
and € = 0.025.

For the rest of this section, we will discuss more advanced models for generating realisations
of correlated random fields. Such models rely on the concept of covariance, which for two random
variables Z; and Zs, is defined by

COV (Zl, ZQ) = E [(Zl - E[Zl]) (ZQ - E[ZQ])] s (233)

e.g. Z1 = Z(r1) and Zy = Z(r2), for two spatial points r1 and ry. The choice of covariance function
is dependent upon the problem, but due to (2.3.3) it has to be symmetric positive (semi-)definite.

We note that correlation and covariance are proportional to one another, i.e.

Cov (Zl, ZQ)

VVIZVIZs]

Corr(Zy,7Z5) =

2.3.1 Covariance Functions

We will now introduce a family of covariance functions that will be the focus of this thesis. They

are known as the Matérn class of covariances and are defined by the function

21— [ry —rof \" [r1 — ra
L =2 2 K, (2yvi—2=1 2.34
C (1'1,1'2) O”U{l’r F(V) ( \/Ij )\C \/; )\C s ( 3 )

for two points ry,re € D and for some norm || - ||, e.g. the standard ¢; or f3-norms [47, 172]. The

2

class is parametrised by the smoothness parameter v > 0.5; A¢ is the correlation length, o7, is
the variance, I" is the gamma function and K, is the modified Bessel function of the second kind.

Note that intuitively, the correlation length A\¢ corresponds to the length scale at which two points

2

2ar 1 related to the amplitude of the covariance function. We also

are correlated and the variance o
note that any Matérn covariance is symmetric (strictly) positive definite, by Bochners theorem.
Moreover, we note that it is well known that a Gaussian random field equipped with a Matérn
covariance function, such as (2.3.4), is [v] — 1 times differentiable with respect to the distance
|ty — ro|| - this is easy to see by recalling the differentiability of the modified Bessel function of
the second kind.

The limiting case of (2.3.4), i.e. when v — 0o, corresponds to the Gaussian covariance function

(sometimes referred to as the double exponential covariance in the literature), i.e.

Coo(r1,r2) = 02 exp(— 11 — r2?/A2) - (2.3.5)
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The other special case of the Matérn covariance arises when v = 0.5. This corresponds to the

exponential covariance function
Ciya(ri,ra) = opq exp(—[lri —ra[/Ac) - (2.3.6)

Other examples of covariance function include the spherical covariance [194] and the rational

quadratic covariance [165], but they are not considered in this work.

2.3.2 Karhunen-Loeve Expansion

One of the most popular techniques for generating realisations of correlated random fields is to
write the random field as an infinite expansion, separating the stochastic dimension(s) from the de-
terministic dimension(s). There are many available options here, but the methods we will consider
differ in their choice of the deterministic component, with the random component taken to be a
sequence of (pseudo-)random numbers (distributed according to the choice of random field). An ex-
ample of such an expansion method, that is extensively used in the literature [60, 78, 93, 123, 181],
is the Karhunen-Loeve (KL) expansion. The KL expansion takes, as the deterministic component,
the (weighted) eigenfunctions of the integral operator with the covariance as its kernel (see ahead
to (2.3.8)).

For simplicity, assume each realisation Z(w,-) of a random field (equipped with a continuous
covariance function C,) is a function on a bounded domain X C R . Then by assuming Z €

Ly (9, La(X)) (recall (2.1.4)), we can use the KL expansion to sample from Z by writing

Z(w,z) = Z(z) + Z & ni(x) yi(w) (2.3.7)

for all x € X, where Z(x) denotes the mean value of the field at z € X and {y;} denotes a set of
pairwise uncorrelated random variables with mean zero and unit variance [78, 181]. In the special
case of a Gaussian random field, y; i N(0,1), but for all other cases (e.g. y; ~ U(—V/3,v/3))
they are not necessarily independent. The &; and 7); are the eigenvalues and the Lo (X )-orthogonal
eigenfunctions of the integral operator with kernel given by the chosen covariance function C,, e.g.

those proposed in Section 2.3.1. That is, we find &; and 7; such that

&mi(c) = /XCL,(~7x)m(x) dz for 1 =1,2,---, (2.3.8)

which is an eigenvalue problem, with close relations to the Fredholm integral equation of the second
kind. We note that the eigenfunctions are known to be Ly(X)-orthogonal by the spectral theorem

for a self-adjoint operator.

Notation 2.3.1 As noted in Section 2.2 the (scalar) fluz solution of a specific RTE problem, with
random coefficients, is p(w,r) (for allr € D). We can also write this as ¢(y(w),r) to indicate that
¢ obtains its randomness from the d random variables yi,- - ,yq (through the expansion (2.3.7)).

Likewise, the quantity of interest is defined by
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Figure 2-2: Two examples of a Gaussian random field on [0, 1], equipped with Matérn covariance
and generated by the truncated KL expansion on a mesh with size 1/256. The parameters used

are \c = 0.1, 02, =1, y; ZZJd./\/‘(O, 1) and; (Left) v = 1.5, (Right) v = 0.5.

Moreover, we can consider the expected value of Q as a (deterministic) function of Q(y). For
example, if y; ~ U(—/3,V/3) for alli=1,--- ,d, then we can write

1 V3
E[Q) = m/_ﬁ%’) dy .

In practice, the KL expansion needs to be truncated after a finite number of terms, denoted

here by d. Hence, (2.3.7) is approximated by

d
Z(w.x) ~ Z(x) + Y V& ni(z) piw) . (2.3.9)
i=1

The accuracy of this truncation depends on the decay of the eigenvalues [135]. In the case of the
Matérn class of covariances introduced in Section 2.3.1, it is known that (for v < o) the ith largest

eigenvalue satisfies [135]
& < ci (/) (2.3.10)

)

and v is again the smoothness parameter introduced in (2.3.4). That is, for v < oo the decay is

for some constant ¢ > 0, where s9°* denotes the dimension of the deterministic field (i.e. X C Rs™

algebraic and depends on the smoothness parameter v. In the case v = oo the decay is exponential.

For the Matérn covariance with v = 0.5, and for X C R, the eigenvalues and eigenfunctions
can be estimated numerically as the solution to a transcendental equation [78, 135]. For other
choices of X and v, the eigenpairs can be computed using the Nystréom method [155] - see, for
example, [62]2. However, for problems where X C ]RSM, for s¢t > 2. the cost of generating the
KL expansion (particularly finding the eigenpairs via the Nystrom method) can be very expensive.
There are some methods which reduce the cost of finding the eigenpair, for example a Krylov
subspace eigensolver can be accelerated by using a fast multipole method [181], or by using H-
matrix techniques [115].

The KL expansion can be used for any given covariance function. However, as the focus of this
thesis is on the Matérn class of covariances, we will colloquially refer to the KL expansion for a
random field with Matérn covariance as simply the KL expansion. In Figure 2-2, we present two

samples of a Gaussian random field on X = [0,1] C R equipped with different Matérn covariances,

2We thank Elisabeth Ullmann for allowing us access to her code in Matlab
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and generated using the KL expansion. In both cases we illustrate the difference between the same

sample of a random field, using two different truncation parameters d.

Artificial Covariance Expansion

An alternative method for generating realisations of a random field, on X C R2, was recently
introduced in [63, 64, 60]. Here the {n;(-)} are chosen to be cosine functions defined on X and the
{&} are assumed to (asymptotically) decay like (2.3.10), up to a constant. These artificial choices
allow us to generate realisations of a random field, but without any substantial costs - such as
those that arise from computing the eigenpairs for the KL expansion.

To sample from Z at r = (r1,72) € X C R?, we can write

Z(w,r) = Z(r)+ Z &icos (2mpiry) cos (2mpira) yi(w) | (2.3.11)
i=1
where for i = 1,2, ---, we define
B; 1, when 7 < )\El
&= UgarooiB ; Bi:=4q, L\ ) . -
Zj:l J (z — Q) ,  when i > A\;

1 /1 . o1
Ty == ’7_24_ 4+27'-‘ ’ pzl:zz_iTi(Ti_Fl)y p?:Tl_pzl7

2
var>

ables with mean zero and unit variance, e.g. y; N (0,1). We also recall the abuse of notation

with parameters A¢, o v, and where {y;} denotes a set of pairwise uncorrelated random vari-
mentioned in Notation 2.3.1. In Figure 2-3 we give a numerical comparison of the {&;} in the KL
expansion and the {{;} in (2.3.11), where we note that the {£} in (2.3.11) are good approximations
to the eigenvalues of the KL expansion when A¢ =~ 1.

It is useful to observe that 7; € Z, and hence p}, p? € Z, for all i = 1,2,---.

For the remainder of this thesis, all spatially two-dimensional problems will be restricted to the
spatial domain D = [0, 1]2, and hence for simplicity in the proceeding discussion we will restrict to
this case now. We note that simple extensions of the comments made below can also be made for
many other spatial domains D.

Of course, as with the KL expansion we also have to truncate the expansion (2.3.11) to d <
oo modes. Throughout this work we refer to (2.3.11), truncated to d modes, as the Artificial
Covariance (AC) expansion. This is to reflect the fact that the Ly [(0,1)?]-orthogonality® of
{cos (2mp'ry) cos (2mp?rs) o7 p2—o implies (2.3.11) is actually the KL expansion (2.3.9) of a random
field with an unknown (artificial) covariance function. The unknown covariance has eigenfunctions

7;(r) = cos (27rp11r1) cos (QWpfrg) and eigenvalues &;.

Remark 2.3.2 We will refer to all random fields for which we use the AC expansion to generate

realisations, as random fields equipped with the artificial covariance function.

Moreover, note that the expansion in (2.3.11) induces a symmetrical structure on [0,1]? (with
vertical and horizontal lines of symmetry originating from the midpoint of [0,1] in the = and y
axes respectively), because cos (2mmz) = cos (2mn(1 — 2)), for any m € N and any z € [0,1].

Heterogeneity is unlikely to be symmetric and so to remedy this, and acquire the AC expansion

3 e

since we can integrate over the 71 and r2 components separately and it is well known that {cos (2mmz)}°_,

are L3(0, 1)-orthogonal, for z € (0, 1)
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Figure 2-3: A numerical comparison of the {¢;} for the KL expansion (2.3.9) and the AC expansion
(2.3.11), with 02, = 1 and differing A\c and v parameters.

var

that we will consider within this work, we remove the factor of two from the cosine functions (which
still upholds the orthogonality® in Lo [(0, 1)2]) to acquire the truncated and non-symmetric AC

expansion on [0, 1]2:

d
Z(w,r) ~ Z(r)+ Z V& cos (mpir1) cos (mpira) yi(w) - (2.3.12)
i=1
In Figure 2-4 we present a comparison of samples of a random field, generated using the expansion
(2.3.11) and the non-symmetric alternative (2.3.12).

2.3.3 Circulant Embedding

Another popular method for generating realisations of a random field is Clirculant Embedding
[90, 91, 135]. In general, circulant embedding reduces the computational cost of the following
method.

Let C,, denote the M x M covariance matrix (the covariance function evaluated at all pairs of
M chosen discrete points on X), and factorise C, (i.e. by Cholesky decomposition, which exists
because the covariance matrix is symmetric positive semi-definite) into the product of an M x M

lower triangular matrix L, and its transpose L%}, i.e.
C, = LyLY, . (2.3.13)

Then, we can compute a realisation Z(w,-) of a random field by considering the product of Ly,

4by orthogonality of {cos (mmz)}°_,
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Figure 2-4: Samples of a Gaussian random field on [0, 1]? equipped with the artificial covariance
(see Remark 2.3.2), using the expansion methods (2.3.11) and (2.3.12) respectively. We consider a

mesh with size 1/256. The parameters are v = 0.5, \c =1, 02, = 1, y; @N(O, 1) and d = 1024
modes.

and an M x 1 vector of pairwise uncorrelated random variables y(w) = [y1(w), -+ , yp ()], i-e.
Z(w,r) = Lyyw) . (2.3.14)

The dependence of Z on the spatial dimension r € X is given by the M points on X (and therefore
implicitly given by Lys). Moreover, we note that (2.3.14) represents the field at the M discrete
points ezactly (there is no truncation, as with the expansion methods above). However, C, is
typically dense [90] and therefore the factorisation step (2.3.13) in the method (2.3.13) — (2.3.14)
costs O(M?) operations.

Circulant embedding aims to make the factorisation step (2.3.13) more efficient - but requires
the M discrete points to be uniformly spaced across X. The idea is to embed the covariance matrix
C, within a (larger) N x N circulant matriz®, for N > M, i.e.

y c, A
ceire = , 2.3.15
e () o

where A € RMX(N=-M) and B € RIN-M)x(N=M) are matrices chosen to ensure that CS" is
symmetric positive definite. The paper [91] gives a theoretical upper bound on the size of A and
B which ensures the positive definiteness of C’{j”c; assuming C, is the covariance matrix induced
by the Matérn covariance function. Given that C’ﬁ"c is a positive definite circulant matriz, we
can then factorise C<" in O(N log N) operations via the Fast Fourier transform. We refer the
reader to the book [135] for further details. We also note the paper [159] which extends the idea
of circulant embedding to allow the M discrete points to be in a block-regular structure (i.e. they

are uniformly spaced on sub-domains of X), rather than uniformly spaced over X.

We now have a number of methods which generate realisations of a random field - we will
use these methods to generate realisations of some assumed uncertainty in the nuclear input data.
Therefore, we turn our attention towards methods for estimating the statistics of the output data,
i.e. the expected value of the quantity of interest () defined in Section 2.2, given some prescribed

uncertainty in the input data.

5a matrix is circulant if each of its row (shifted by one element to the right and wrapped back around) is the

same as the row below
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2.4 Computing the Expected Value

In this section, we will discuss methods for estimating the expected value of a quantity of interest
Q := £(¢), defined as a functional £ of the scalar flux ¢. In order to estimate E[Q] numerically,
we need to make the following approximations:

e Bias Error: For a given sample w € Q, we can only approzimate the value of Q(y(w)) =
Qr(y(w)), where h is a parameter relating to the accuracy of the approximation. For our
particular example, @, is the approximation acquired by applying the functional £(-) (or

possible approximations of it) to an approximation of ¢ computed using a mesh of size h;

e Truncation Error: The expansion methods, discussed in Section 2.3.2, used to generate
realisations of the input data are required to be truncated to d < oo terms. Hence, we are re-
stricted from (the potentially infinite-dimensional) y = [y1, 92, -] € RY to a d—dimensional
approximation y? = [y,---,y4] € R? This also leads to a further approximation of the
quantity of interest, i.e. Q@ =~ Qn = Qp.4;

e Sampling Error: We can only estimate the (integral in the) expected value E[Q}, 4] by an

estimator Q\;Ld, e.g. by Monte Carlo and multilevel Monte Carlo estimators.

We will focus on the case when d is large, and hence for simplicity, we will assume that the
truncation error is negligible compared to the bias and sampling errors. Moreover, we will drop
the dependence on d, writing y¢ =y, Qn,qa = @p and @h,d = @h. This is sometimes referred to as
the finite-noise assumption in the literature, e.g. [198].

The first source of error in the approximation is |E[Q — @Q]|, which arises from estimating E[Q]
by E[Qp]. The second error source is from the approximation of E[Q] by an estimator @h. We
will quantify the overall accuracy of an estimator by its mean square error (MSE), e(@h)27 defined
by
e(@n)? = E[(E[Q]- Qn?] . (2.4.1)

If we assume that the estimator Q) is unbiased, i.c. E[@h] = E[Q}], then the MSE (2.4.1) can be
expanded as

e(Qn)? = E|(B[Q) ~ EQu] +E[Qn] - Qn)?]

-~

— | (El01- E@i]) | + £ | (E@ - @) | + 28 [ (B0l - £1Q) (141 - 0n)]

2

[\v]

= (E[QI-E[Qn]) +V[E@n - Qn] + (E [E@n) - Q1))

=0

(E[Q—@Qu)* + V@], (2.4.2)

i.e. the squared bias of the approximation Q ~ @, plus the sampling error V[@h] = E[(@h -
E[Q1])?]. The third term on the second line is zero because E[Q] and E[Q)] are deterministic
constants and E [(E[@h] - @h)] = E[Qn] —E[Qn] = 0. Using these two facts, the definition of the

variance in (2.1.6) and that @, is an unbiased estimator i.e. E[Qs] = E[Q)], then the remaining
equalities hold in a similar way.

The rate of convergence of the sampling error V[@h] depends on the specific choice of estimator
@h, and we will discuss a number of possible estimators below. In order to compare the various

estimators we measure their effectiveness in terms of computational e-cost C,, that is, the number
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2 < €2, for a given accuracy € > 0. A sufficient

of (floating point) operations to achieve e(Qp)
condition for the MSE in (2.4.2) to be less than €2, is for both the squared bias and the sampling
error to be less than €2/2. This is by no means a necessary condition, and a number of authors
have worked on finding the optimal ratio between the two errors, see [51, 100] for examples using
Monte Carlo estimators (see ahead to (2.4.8)).

To bound the e-cost for each method, we make the following assumptions on the bias error
|E[Q — Q]| and on the (average) cost to compute a single sample of @, denoted C(Qp) (e.g.

measured in floating point operations):

[EQ -
E[C(Qn)] = O(h77) , (2.4.4)

= 0(h") , (2.4.3)

for some constants «,y > 0. The remainder of this chapter will now be devoted towards different
choices of estimators.

One method for estimating @ (and its statistics) which has received significant attention from
the UQ community within radiative transport, e.g. [16, 69, 85] and references therein, is the poly-
nomial chaos expansion. Most recent research has focussed on using the non-intrusive polynomial
chaos approach discussed below, and has largely been concerned with the curse of dimensionality
(see ahead to (2.4.7)). Recent advancements include: (adaptive) sparse grid ideas for estimating the
coefficients [85]; hybrid mixtures of polynomials [17]; and the high-dimensional model representa-
tion [16], i.e. decomposing the quantity of interest into a sum of lower-dimensional representations
of the quantity of interest, each of which depends on successively larger subsets of the components
of y =[y1, - ,vdl.

The (non-intrusive) polynomial chaos method estimates the quantity of interest @ by using the

following expansion [65]
P
QYW)) ~ Y wrbi(y(w)) (2.4.5)
k=0

where {¢1} denote (unknown) coefficients and {bx(y)} denote (known) multi-dimensional orthog-
onal polynomials, which should be selected based on the type of uncertainty in the input data (we
refer the reader to [210, Table 4.1]). We must then estimate the coefficients in (2.4.5), e.g. by
using the (non-intrusive) spectral projection (NISP):
E[Q by]

k= g w2 (2.4.6)
where we estimate the expectation E[Q by] (in the numerator) by computing Q(y*)) at finitely
many selected points {y(k)} and applying quadrature - the denominator E [bi] is usually known
due to our choice for bg. To justify (2.4.6), multiply (2.4.5) by an additional orthogonal polynomial
b;, use the orthogonality of {bs} and integrate over (2.

Polynomial chaos belongs to a larger family of interpolation methods, which include the stochas-
tic collocation [209, 20, 65] and stochastic Galerkin methods [78, 30]. The main advantage of these
methods is that they can achieve exponential convergence in the sampling error [20, 210], provided
Q is sufficiently smooth with respect to y [209]. The drawback is that the cost to achieve a cer-
tain accuracy typically grows (sometimes exponentially) with the dimension d, prohibiting their
application in high dimensions - this is the curse of dimensionality (originally coined by Bellman
in 1957 [28]). For example, for the polynomial chaos expansion (2.4.5), the number of polynomials

P grows exponentially in the number of stochastic dimensions d and in the maximum order of the
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polynomials Mp [78, 18, 16], i.e.

(d+ Mp)!
Pp=—— —-1. 2.4.7
d! Mp! ( )
The alternative to interpolation methods are the family of Monte Carlo sampling methods.
Importantly, they do not suffer from the curse of dimensionality. We will discuss the standard
Monte Carlo method below in Section 2.4.1, before detailing more advanced variants in later

sections.

2.4.1 Monte Carlo Sampling

For each n € N, let Z™ denote the nth realisation of a random field (e.g. generated by the
expansion methods in Section 2.3.2 using a vector of independent pseudo-random numbers y(”)).
For our particular example of random nuclear input data within the RTE, e.g. (1.3.1), yAQIESS
[agn),agn),agl),u("), f(")}, where O'(Sn), qun), ol(g,n), v f(") denote the nth realisations of the
random fields og, 04, o, v and [ respectively.

The (standard) Monte Carlo (MC) estimator for E[Q4] is defined by

Q' = > Qn(z™), (24.8)

where Ny is the number of Monte Carlo samples. The convergence @hM ¢ — E[Q4] holds by the
law of large numbers (discussed in Appendix B). We note that it is simple to prove that QM€ is
an unbiased estimator of E[Q}], we give a one-line proof in Section B.2.

Furthermore, if we assume that for A sufficiently small
V[Qr] = ¢, for some constant ¢ > 0, independent of h , (2.4.9)

then the sampling error of the MC estimator (which is given by V [@%C}, see (2.4.2)) can be

shown to be

V[AMC] _ 1 A\ %Qh(z(n)) — 1Niwv[Qh(z(n))} = VIQn) (2.4.10)
" N]%/[C’ n=1 N]%/IC n=1 NMC 7

where the penultimate equality holds by the independence of {Z(")}. This allows us to re-write
the MSE (2.4.2), for the specific case of a MC estimator, as:

e(@M)? = (E[Q - Qu))* + NyuVIQn) - (2.4.11)

Note that standard Monte Carlo estimators are notoriously slow to converge - (’)(NJC@) for the
root-MSE.

Notation 2.4.1 For two functions f,g : X — R, for X C R, we use the notation f ~ g to mean
that there exists & € R such that |f(x)| < cg(x), for all x > &, where ¢ > 0 denotes an unspecified

constant.

Due to assumption (2.4.3), a sufficient condition for the squared bias to be less than €2/2 is
h ~ €'/« Moreover, due to assumption (2.4.9) the sampling error of @,ﬂ”c is less than €?/2 for

Nyic ~ € 2. In our numerical computations we will ensure that Ny;c is taken sufficiently large

39



CHAPTER 2. UNCERTAINTY QUANTIFICATION

by estimating V [AhMc} using the sample variance, i.e.

v [AMC} ~ ;NEM:C (Qh(z(")) - AMC)Q (2.4.12)
" Nyuc(Npe —1) = " ’

and increasing Njy;¢ until V [AhMC] < €2/2. A proof that the sample variance is an unbiased

estimator of V [Afl” C} is given in Appendix B.2.
With these choices of h and Nys¢, it follows from Assumption (2.4.4) that the mean e-cost of

the standard Monte Carlo estimator is

E[c(Q))] = E

Nuc
> C(Qh<z<“>>>] = NucE[C@n)] = O(2h7) = 0(e*7) .
n=1
(2.4.13)
The €2 arises from the slow convergence of the standard Monte Carlo estimator. In our
application, where each sample Qh(Z(")) involves the numerical solution of an integro-differential
equation, the MC estimator quickly becomes impractical. The alternative Monte Carlo approaches
that we will now present aim to improve this situation in two complimentary ways. Firstly we
will discuss methods that find well-distributed samples in high dimensions (opposed to the random
samples of MC), such as quasi-Monte Carlo (QMC) sampling methods. Thereafter we discuss
variance reduction techniques, and in particular multilevel variants of Monte Carlo. These methods
use a hierarchy of numerical approximations to the integro-differential equation to shift the bulk of
the computations to cheap, inaccurate coarse models whilst providing the required accuracy with
only a handful of expensive, accurate model solves. They are also complimentary to the QMC

methods we will discuss first.

2.4.2 Improved Sampling: Quasi-Monte Carlo

One approach to reduce the computational e-cost in (2.4.13), by improved sampling, is based on the
use of quasi-Monte Carlo (QMC) rules, which replace the random samples in (2.4.8) by carefully
chosen deterministic samples (leading to an estimator AgMc). Initially interest in QMC points
arose within number theory in the 1950’s, and the theory is still at the heart of good QMC point
construction today. The primary aim of such theory nowadays (we revisit this point below) is to
find point sets that achieve O(Né J)\\40) convergence of the (square root of the) sampling error, for
some A > 1/2, with the hidden constant being independent of d. For example, for a particular PDE
problem with (log-normal and uniform respectively) random coefficients, [89, 124] show dimension
independent O (Né ijg) convergence, for any § > 0, by proving that the quantity of interest they
consider (i.e. @ = Q(y)) belongs to some appropriate weighted Sobolev space (i.e. @ has bounded
mixed derivatives, with respect to y). Such an analysis is still an open question for transport
problems and we do not attempt it here.

More recently, so-called higher-order QMC rules have been developed that can achieve O(N, o J)\‘/IC)
convergence for A > 1, provided the quantity of interest belongs to an appropriate higher-order
weighted Sobolev space (see for example [74, §2.2]). One example is the interlaced polynomial
lattice rule (IPL) which has been studied in [57, 86, 87]. Despite the name, the IPL rule is both a
lattice rule (discussed below) and a type of digital net [74].

In the 1950’s and 1960’s, the analysis of QMC rules within the number theory community fo-
cused on the convergence of QMC rules with respect to the number of samples Ng ¢, whilst ignor-

ing the dependence on d. This meant that convergence rates of the form O ((log NQMC)d71N5i40>
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(unless other assumptions were made) were often proven. As the demand for tackling problems
with large d increased, this was deemed a fundamental flaw of QMC methods as (for large d) the
logarithmic factor could dominate the improved O(Né jlc) convergence rate. It wasn’t until the
paper [41] that QMC rules were more widely believed to be effective for high-dimensional problems
(in this case a 360-dimensional integral was estimated) [122]. Subsequently, recent analysis has
been more focused towards dimension-independent convergence rates.

A notable example has come in the context of PDEs with random coefficients. Here the theory
for (dimension-independent) quasi-Monte Carlo estimators (and multilevel variants, see ahead to
Section 2.4.3) has been developed, where the coefficients are represented by a uniform random
field [124, 125], or the (more difficult®) case where the coefficients are represented by a log-normal
random field [89, 123]. A recent paper has also analysed QMC rules for an eigenvalue problem
with uniform random coefficients [79]. Reviews of the recent developments of QMC theory, within
high-dimensional quadrature and (elliptic) PDEs with random coefficients, are given in [58, 122]
respectively.

Beyond theoretical considerations, there have been many applications of QMC rules to problems
in this field, e.g. [90, 93, 172]. Other research areas where QMC rules have been successfully
applied include; stochastic differential equations [84], maximum likelihood estimation [121], and
(more recently) estimation of (functionals of) Bayesian posterior distributions [56, 179]. We will
focus on the practical implementation of QMC rules and will not discuss the underlying theory any
further - we refer the interested reader to the books [152, 131] for good introductory references.

Before we get into the details of certain QMC rules, it will be useful to observe that the
problem of estimating E[Q] is equivalent to estimating a d-dimensional integral with integrand
Q(y) - where we recall that we assumed y = [y1,--- ,yq] € R% For example, when w takes values

from  according to the uniform probability measure i.e. dP(w) = dw, we can re-write

BQ) = [ Q) = c [ Q). (2.4.14)
Q [0,1]¢

where y = My(w) is defined by a suitable (linear) transformation M : Q + [0,1]¢ and ¢ is an

appropriate scaling constant. Another example is when w takes values from R? according to the

product Gaussian measure, i.e. dP(w) = H?Zl ¢(wj)dw, then

d
ElQ] = /QQ(y(w))j]:[l@(w) dw = /(0,1)d Qy) dy , (2.4.15)

where § = My := [T(y1), -+, T(yq)].- Here T denotes the univariate standard normal cumulative
distribution function” and ¢ denotes the standard normal probability density function, i.e.

2

T(z) := /2 ©(t) dt , o(z) = \/%exp <—22> for any z € R . (2.4.16)

—oo
We note that for the infinite-dimensional case (i.e. d — o0) it is substantially more difficult to

prove (2.4.15). We refer the reader to the extensive discussion in [89, eq.(1.6)-(1.7) and §3.3].

The choice of QMC point sets can be split into two categories: lattice rules and nets [152]. We
will discuss (randomised) rank-1 lattice rules below.

6for example, because we no longer have (uniform) bounds from above and below on the random coefficient(s) -
hence Lax-Milgram cannot be used

7in the literature this is usually denoted ®, but we reserve that notation for a quantity relating to an approxi-
mation of the scalar flux ¢
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Rank-1 Lattice Rules

Lattice rules correspond to, as the name suggests, point sets where the points are distributed in a
lattice structure. A lattice rule (in d-dimensions) is determined by a generating vector z € Z¢ and
the difficulty, for large d, comes in attempting to construct a generating vector that produces well-
@gz\/fc

distributed points. Specifically we seek a point set, from which the estimator is constructed,

which minimises the worst-case error:

sup  [E[Qn] — QMY (2.4.17)
1Qnrllz<1

for some (given and possibly weighted) function space §.

The construction of generating vectors in high-dimensions first started with the Korobov con-
struction [58] and since then several methods have been devised. A notable example is the
component-by-component (CBC) algorithm [186, 187], a greedy algorithm which minimises a
variant of the worst-case error (2.4.17) at each step. Subsequently, [154] presented a fast-CBC
algorithm, which accelerates the computation of the worst-case error (2.4.17) by using the Fast
Fourier Transform, see also [74, eq.(12),(15)] and [57]. For the reader concerned with a purely
practical implementation of QMC methods, a repository of QMC rules including pre-computed
generating vectors can be found at [73, 120]. In theory, the generating vector z should be chosen
problem specific [89]. However, standard generating vectors such as those available at [73, 120],

seem to also work well (and better than MC samples).

Once we have a suitable generating vector z € Z?, we can construct P > 2 rank-1 lattice points

{y®} by using the simple formula
y®) = frac (%z) , p=1,...,P, (2.4.18)

where ‘frac(-)’ denotes the fractional part function applied component-wise to a vector. We note
that (2.4.18) is a rank-1 lattice rule because it contains one generating vector. There have been

some works into higher-rank lattice rules, e.g. [59], but we do not consider these here.

However, the rank-1 lattice points (2.4.18) were chosen deterministically and are not indepen-
dent (hence there would be an additional covariance term in the QMC equivalent of (2.4.10), see
[129, eq.(5)]) and the resulting estimator will be biased. Fortunately, by randomising the rank-1
lattice points - which is achieved by ‘adding®’ a uniformly distributed shift to (2.4.18) - we can make
the subsequent QMC estimator (see ahead to (2.4.20)) unbiased. Note that it is important that
the shift preserves the lattice structure, otherwise the randomised QMC points become standard

Monte Carlo points and no benefit will be observed.

Consider S € N independent and uniformly distributed random shifts (As)fz1 in [0,1)?. Then,
we can construct Ngarc = S P randomised rank-1 lattice points by

yP%) = frac (%Z—FA&) , p=1,....,P, s=1,...,8 (2.4.19)

where the number of random shifts S is fixed. Observe that the random shift ensures y®*) ~
U ([0,1)%) and it preserves the lattice structure between all P points (for the sth shift).
The randomised lattice points in (2.4.19) are used to generate realisations Z®* = Z(y®*))

of a random field, in the same way as the MC samples. Then, we have the (randomised) QMC

8the definition of ‘adding’ changes dependent on the type of QMC rule considered
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estimator
S N 1 S P Nomc .
QM ggQﬁs - gg EZ: p (209) = NQMC Z Qu(z™) (2420

where we have abused notation by writing ZP*) = 7™ for a 2-tuple (p, s) which uniquely maps
toeachn=1,---, Ngmc, and where we define the one-shift estimator (taking P samples) by

XP: (z@ s ) : (2.4.21)

We now prove that the randomised lattice points produce an unbiased QMC estimator (2.4.20):
~ I h1
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where the fourth line follows from y(?*) LA~ U ([0,1)%) (as noted below (2.4.19)), and where
we use = to denote equality in distribution and we use Ea[-] to denote the expectation with respect
to the random shift A ~  ([0,1)4), i.e. for any function f = f(A), then

Ea [f] = /[O , F(A) dA . (2.4.22)

Therefore, even a single shift leads to an unbiased QMC estimator (2.4.20). Moreover, we note
that the randomisation also gives us a practical error estimate of the sampling error - the variance

of the estimator with respect to the shifts [89], i.e
~ ~ 2
Va ( SMC) = Ea [(QSMC‘ _ E[Qh]) } . (2.4.23)

Let us now make the following assumption [90], which can be justified based on certain assumptions
being satisfied (see [89, 125] for further details):

VA[ QMC} < e (NQMC)=1/x (2.4.24)

for A € (1/2,1] and a constant ¢ > 0. We note that the Monte Carlo rate is recovered as A — 1.
Therefore, we can re-write the MSE (2.4.2), for the specific case of a QMC estimator using a
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randomised rank-1 lattice rule, as:
e(QPMY)? < (BalQ—Qu)? + c(NOME)=/A (2.4.25)

Again, assumption (2.4.3) ensures a sufficient condition for the squared bias in (2.4.25) to be
less than €2/2 is h ~ el/® Moreover, due to assumption (2.4.24) the sampling error of QSMC is less
than €2/2 for P ~ Ngue ~ €2 (for a fixed number of shifts S). In our numerical computations
we will ensure that Ngasc is taken sufficiently large by estimating Va {AgMc} by the (unbiased

[89]) sample variance (with respect to the number of shifts S), i.e.

N 1 . . 2
v ( QMC) N~ ( As _ QMC) , 2.4.26
A h S(S—l); @y, Qp ( )
and increasing N?M¢ until the sample variance in (2.4.26) is less than €2/2. We recall that @ﬁs
is defined in (2.4.21). The sample variance in (2.4.26) is concerned with? the squared difference
between the QMC estimator over all shifts, @gMC, and the QMC estimator for a single shift A,
@ﬁs ,foralls=1,---,85.

Therefore, by using h ~ e'/* P ~ Noyc ~ ¢ 2 and (2.4.4), we can show that the mean

computational e-cost of the QMC estimator satisfies

Nomce

E[@(@QMC)} =E| Y C@Quz™)| = NoucE[C(Qn)] = o(e—%—%) . (2.4.27)

When A — %, this is essentially a reduction in the e-cost by a whole order of €, compared with the
standard MC estimator (see (2.4.13)). In the case of non-smooth random fields, we typically have
A = 1 and the e-cost grows with the same rate as that of the standard MC estimator. However, in

our experiments and in experiments for diffusion problems [90], the absolute cost is always reduced.

We note that it is important to select S sufficiently large in order to guarantee that the estimate
in (2.4.26) is accurate. However (for a fixed computational budget), we also want the number of
points P ~ e¢~2* to be large in order to reduce the sampling error in (2.4.24). In the literature,
S € [8,20] is often suggested.

Latin Hypercube Sampling

One other alternative to MC and QMC sampling is Latin Hypercube sampling, a type of stratified
sampling first introduced in [140]. Here, the samples are chosen to satisfy a Latin Hypercube
condition [157, Chapter 10] - for d = 2 this means that, when the space is divided into N7
disjoint squares, only a single sample is permitted in each row and each column of the squares.
Once a hypercube (or square for d = 2) is selected for the sample, the sample position is then drawn
from a uniform distribution over that hypercube. Formally, the nth Latin Hypercube sample is
given by
(n) ) g

y'" = N for U™ ~1(0,1), forallm=1,---,Npg , (2.4.28)

9n comparison, (2.4.12) is concerned with the squared difference between the MC estimator over all samples,

@ﬁfc, and the single sample Qh(Z(")), foralln=1,--- , Ny
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Figure 2-5: Two examples of Latin Squares in 2D, with Ny = 3 samples. The selected Latin
squares are shaded grey and the samples are uniformly distributed over these squares.
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Figure 2-6: Comparison of 256 (Left) Monte Carlo, (Centre) Latin Hypercube and (Right) quasi-
Monte Carlo samples on [0, 1]2. MC points drawn uniformly on [0, 1]?, Latin Hypercube samples
drawn using the lhsdesign function in Matlab and the QMC points are drawn according to an
(non-randomised) extensible rank-1 lattice rule found at [120].

where each (™ denotes a vector of elements chosen randomly from the set {1,-++,Npg} such

that, for all j =1,--- ,d,
(Wu)) , (7,@)) e (ruvm)) :
j J J

is a random permutation of the set {1,--- , Nz }. We present two simple illustrations of Ny g = 3
Latin Hypercube samples (for d = 2) in Figure 2-5.

The Latin Hypercube estimator then takes the same form as (2.4.8), but with Latin Hypercube
samples y(™). Tt can be proven that [140, Thm. 1 and pg.244], [157, Theorem 10.1], under certain
conditions on @ (which are always satisfied as Ny — oo [193]), the Latin Hypercube estimator is
unbiased and has lower variance than the Monte Carlo estimator (2.4.8). However, the convergence
rate (for the sampling error) is the same as the MC estimator [193, Corollary 1], but with a better
constant [119, 193]. We refer the reader to [196, 208] for more advanced Latin Hypercube sampling
procedures.

We illustrate the difference, for d = 2, between the Monte Carlo, Latin Hypercube and (rank-1
lattice) quasi-Monte Carlo samples in Figure 2-6. We also note that a numerical comparison of
the accuracy of Monte Carlo, Latin Hypercube and a (net based) QMC method is given in [119],
whom concluded that QMC outperformed both methods, in general.

2.4.3 Variance Reduction: Multilevel Monte Carlo

The ‘improved sampling’ techniques previously discussed, such as the QMC method, aim to reduce
the sampling error in the MSE by finding samples that are better distributed than MC samples.
We will now consider a second category of methods, the variance reduction methods, which seek to

find estimators with lower variance when using the same initial sampling. Many of these techniques
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have been developed and we mention just a few here: importance sampling, control variates [81],
Monte Carlo with least-squares [151] and Richardson extrapolation [80, 130]. The focus for the
remainder of this chapter will be on multilevel and multi-index Monte Carlo, two examples using
control variates.

The multilevel Monte Carlo (MLMC) method uses a hierarchy of discrete models of increasing
cost and accuracy, corresponding to a sequence of decreasing discretisation parameters hg > hy >
-+« > hy = h. Here, only the most accurate model on level L is designed to give a bias error of
O(e) by choosing h, = h ~ €'/ as above (for MC). The bias error of the other models can be
significantly higher.

MLMC methods were first proposed in an abstract way for high-dimensional quadrature by
Heinrich [103] and then popularised in the context of stochastic differential equations in mathe-
matical finance by Giles [80]. They were first applied in uncertainty quantification in [26, 48] for
elliptic PDEs and quickly gained popularity. They have since been further developed and applied in
a variety of other problems, including parabolic problems [83], hyperbolic problems [93, 143, 144],
variational inequalities [117] and Kalman filters [105].

MLMC methods exploit the linearity of the expectation, writing

L
E@Qn] = E[Qu] = Y E[Vi], where Y, := Q—Qi1 and Q1 := 0,
£=0
where we have abused notation by writing Q, = Qp,. Each of the expected values E[Y;] on the
right hand side is then estimated separately. In particular, in the case of a standard MC estimator
with N, samples used to estimate each E[Y;], we obtain the MLMC estimator

L L N,

~ > 1 n

QMLMC ZYéMC _ 2: NZE :Yg(Z“’ ))' (2.4.29)
/=0 =0 n=1

Here, {Z(e’")}gil denotes the samples of the random field corresponding to i.i.d. MC samples
on level £ and chosen independently from the samples on the other levels. An illustration of the
overall algorithm is given in Figure 2-7.

Since each E[Y;] is estimated independently (here using MC estimators) then we can write

L

Z ?—ZMC

£=0

L

-3V [?ZMC} , (2.4.30)

£=0

VIQRIMO) = v

and hence by using (2.4.10) we have that V [XA’EMC} = N, 'V[Y;]. Subsequently the MSE (2.4.2)
for the MLMC estimator (2.4.29) can be re-written as:

L

e(QYMO? = (E[Q-@Qn)* + DNV (2.4.31)
£=0

We want to find the sequence {N,} that achieves V[@%LMC] = Zf:o N, 'V[Y,] < €2/2, for as

little computational cost as possible. This result was first given in [80], and we detail the proof in

Appendix C by using the method of Lagrange multipliers.

Lemma 2.4.2 Consider the MLMC estimator @,]:“MC, defined in (2.4.29), where E[Y,] is esti-
mated with Ny Monte Carlo samples, for all £ = 0,--- L. Then the (optimal) choice of {Ny}, in
the sense that it minimises the cost of the MLMC estimator whilst achieving V[@hMLMC] < €2/2,

46



CHAPTER 2. UNCERTAINTY QUANTIFICATION

(=0

Figure 2-7: Ilustration of the MLMC algorithm for three levels. (Green) circles denote samples
estimating E[Qo]; (Blue/Red) ellipses denote samples estimating the difference E[Yy]. Note that
estimating the expectation of the difference Y; = Qy — Qy_1 requires using the same sample on
two different levels.

is given by

L
Ny = |22 (Z\/V[mcg%/v&?} , (2.4.32)
£=0

where Cy := E[C(Yy)] denotes the average cost of a single sample of Yy = Q¢ —Qu—1, and [-] denotes

the ceiling function.

In practice it is necessary to estimate V[Y;| and C; in (2.4.32) from the computed samples,
updating Ny as the simulation progresses.

The key idea in MLMC is to avoid estimating E[Q}] = E[Q] directly. Instead, the expectation
E[Yy] = E[Qo] of a possibly strongly biased, but cheap approximation of @, is estimated. The
bias of this coarse model is then estimated by a sum of correction terms E[Y;] using increasingly
accurate and expensive models. Since the Yy represent small corrections between the coarse and

fine models, it is reasonable to conjecture that there exists 5 > 0 such that
VY] = O, (2.4.33)

i.e. the variance of Y, decreases as hy — 0. Such a condition holds if @), converges to () pathwise.
This is verified for a diffusion problem in [47], and for a certain transport problem in Chapter 4
and Chapter 5. Therefore the number of samples N, to achieve a prescribed accuracy on level
£ can be gradually reduced (according to (2.4.32)), leading to a lower overall cost of the MLMC

estimator. More specifically, we have the following cost savings.

Remark 2.4.3 (i) On the coarsest level, using (2.4.4), the cost per sample is reduced from
O(h™7) to O(hy ). Provided V[Qo] = V[QL] and hy can be chosen independently of € (i.e.
(2.4.9)), the cost of estimating E[Qo] to an accuracy of € in (2.4.29) is reduced to O(e=2);

(i) On the finer levels, the number of samples Ny to estimate E[Y] to an accuracy of € in (2.4.29)
is proportional to V[Y;le 2. Now, provided V[Y;] = (’)(h?), for some B > 0 (i.e. (2.4.33)),
which is guaranteed if Qp converges almost surely to @ pathwise, then we can reduce the
number of samples as hy — 0. Depending on the actual values of o, B and vy, the cost to

estimate B[Yy] on the finest level can, in the best case, be reduced to O(e=7/?).

We emphasise that each sample of Y;(Z) := Q¢(Z) — Qv—1(Z) is found by computing Q, and
Q-1 for the same realisation Z. To achieve variance reduction (i.e. (2.4.33)) it is very important
that Q(Z) is (strongly) positively correlated with Qy—1(Z), for all 1 < ¢ < L. To explore this point
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further, recall that we assumed (in (2.4.9)) that V[Q/] =~ ¢, a positive constant independent of hy,

forall =0,---,L. Then, we can write

VIYy] = VIQe] + V[Qe—1] — 2Cov (Qe, Qe—1) ~ 2(V[Q¢] — Cov (Qe, Q1))

where Cov (+,-) is defined in (2.3.3). To be able to estimate E[Y}] in fewer samples than E[Q,],
but to achieve the same overall prescribed accuracy, we require that V[Y;] < V[Q¢]. A necessary
condition for this to hold is Cov (Qg, Qe—1) > (1/2)V[Q¢], but assuming that @, converges to @
pathwise then limy_, o Cov (Qr, Qr—1) = V[Q¢]. This variance reduction (i.e. lim,V[Yy] = 0) is
fundamental to the gains of MLMC.

Assuming (2.4.33) holds, [48] proved the following theorem on the average computational e-cost
of the MLMC estimator ([80] first proved a similar result). We present a sketch of the proof in

Appendix C.

Theorem 2.4.4 Assume that (2.4.3), (2.4.33) and (2.4.4) hold with o, B, > 0 and o > % min{, 7}.
Then, for any € < exp(—1), there exists an L ~ log(e™') and a sequence {N;}_, such that
e(@hMLMC)Q <€ and

E [CE(@%LMC)} o) (e—Q—max{O’ W—ﬂ)/a}), for B+~. (2.4.34)

For B =+, we can achieve ]E[CE(@%LMC)] =0 (e ?log(e)?).

Theorem 2.4.4 states that, provided (2.4.33) holds for some 8 > 0, the MLMC always achieves
a gain of O (e~ ™in{#7}/@) over standard Monte Carlo. For 8 > +, the cost of the MLMC method
is O (e72) (i.e. the dominant computational cost is on the coarsest levels, see Remark 2.4.3(i)).
This fact can be exploited to design unbiased multilevel estimators of the expected value of the
exact quantity of interest E[Q] with cost O (672) [169]. On the other hand, if v > 8 = 2«, the
cost of the MLMC method is

O(G_Q_W;§> = (9(6_2_%4'27&) = (’)(e_ﬂ’/a> ;

(i.e. the dominant computational cost is on the finest levels, see Remark 2.4.3(ii)). This is optimal,

in the sense that it is equivalent (up to a constant) to the cost of computing a single (standard)

1/«

Monte Carlo sample to O(e) accuracy - since (2.4.3) requires h ~ €'/ to ensure O(e€) accuracy

and the mean cost of a single sample is given by (2.4.4), hence
EC(Qu)] = O(h7) = O (e—v/a) .

For certain problems (e.g. hyperbolic PDEs), a stability condition on the discretisation param-
eter h must be satisfied otherwise instabilities in the numerical scheme can lead to a large bias error
in the approximation @ ~ Q. The appearance of such stability conditions is a particular issue
for MLMC, which relies upon the estimates @, being (strongly) positively correlated for different
values of h. The author is not aware of any theoretical results for MLMC when the discretised
problem requires a stability constraint, despite the increased interest in such problems - see for
example [25, 143, 144]. The detailed analysis of the affect of the stability condition on the MLMC
theory, for a spatially one-dimensional radiative transport problem, is given in our paper [92]. We
will discuss this further in Chapter 4.

One other area of active research within MLMC, is its application to the computation of cdfs
and pdfs, e.g. [31, 67, 82, 118]. Here there is the additional difficulty of justifying (2.4.33) when
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the quantity of interest is discontinuous on its domain. For example, consider the cumulative

distribution function of @ and write

PQ <t = E[l(—wy(@)] = E[(Q,0)] , &(@0):=1(—eoy(Q), forallbeR, (2.4.35)

where 1g(-) denotes the indicator function for some set S. Then, we can use the MLMC estimator
(2.4.29) to estimate E[¢] = P[Q < b], by considering a sequence of approximations {&}F  as
before, where we define &(w,b) := £ (Q¢(w),b), for all £ = 0,---, L. However in general, there
exists a b € R such that, for all w € Q (and assuming Q(w) # Q¢—1(w)) then

either: &(w,b) = 1, and &_1(w,b) = 0; (2.4.36)
or @(w,b) =0, and 5471(wab) L.

That is, the estimates of the quantity of interest fall on opposite sides of the discontinuity, depend-
ing on the chosen level. This counteracts the correlated samples that MLMC relies upon, see [82,
Remark 5.1].

One option to remedy this is to consider a smooth approzimation to the discontinuous function
[82]. The problem with this smoothing approach is that the smoothing parameter should depend
on the required tolerance of the problem, which leads to difficult tuning of MLMC. For the specific
case of estimating densities and distributions, other options have been suggested which move
away from formulas such as (2.4.35). For example, [31] uses the moment matching method where
(finitely many) statistical moments of the quantity of interest are estimated via MLMC, and then
an estimate of the pdf is constructed using the moment estimates.

Finally we note that the multilevel approach is not restricted to standard MC estimators and
can also be used in conjunction with QMC estimators [84, 125, 123] or with stochastic collocation

[198]. A comprehensive review is given in [81]. We discuss the multilevel variant of QMC next.

Multilevel Quasi-Monte Carlo

An important observation, first made in [84], is that the gains of quasi-Monte Carlo are compli-
mentary to the gains of MLMC. Consider samples Z“™ of a random field corresponding to the
(randomised) rank-1 lattice points (2.4.19), for each level £ = 0,--- , L (instead of the i.i.d. MC
samples in (2.4.29)) - with the same abuse of notation as in (2.4.20). Then, we can define the
multilevel quasi-Monte Carlo (MLQMC) estimator by

I I N/Q]VIC

~ ~ 1

MLQMC MC on

e _ Sgne - S LS vy, asn
£=0 {=0 "¢ n=1

where IV, ZQMC =S P, denotes the total number of QMC samples on level ¢, with S uniform shifts
of P, rank-1 lattice points, for each £ =0,--- , L.
A theoretical result on the computational e-cost of @Q/MQMC can be proven, which is analogous

to Theorem 2.4.4, see [197, 125, 123]. We present the result below.

Theorem 2.4.5 Assume that (2.4.3) and (2.4.4) hold with o,y > 0, and that there exists X € (3,1]
and B > 0 such that o > %min{ﬂ,)ﬁly} and

NI (’)((J\Z,VS?MC)_I/A hf) . (2.4.38)
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Moreover, fix the number of random shifts on each level as S. Then, for any ¢ < exp(—1), there
exists an L ~ log(e™1) and a sequence {NEQMC}LO such that e (@fleQMc) < e and

E[C(@ M) = o(enmmado 222 (2.4.39)

For BA =, we can achieve B[C(QNFOM)] = O (=2 log(e~1)1H7).

The convergence rate \ € (%, 1] can be further improved by using the higher-order QMC rules that

we previously mentioned, e.g. [57, 86, 87], but we do not consider this here.

The complexity result in Theorem 2.4.5 (and Theorem 2.4.4) can also be extended to include the
truncation error that arises from the use of the (d,-truncated) expansion methods in Section 2.3.2.
We refer to [123, 125] for further details.

The question still remains as to what the optimal values for NéQMc are in (2.4.37). In an

analogous way to (2.4.32), we can show that they are given by

L, A T
NeQMC — 9222 (ZCeAJAVA[Y’e])\il) (VAC[EYZD . (2.4.40)
=0

Note that (2.4.40) depends strongly on the value of A € ($,1], i.e. the rate of (sampling error)

convergence of the (randomised) rank-1 lattice rule from (2.4.38).

In practice it is difficult to accurately estimate A, because a pre-asymptotic rate Aeg > A is
typically observed [123]. We will give a practically more useful approach for computing (on-the-fly)
quasi-optimal NEQMC below, see (2.4.42) and the surrounding algorithm. First let us give details
on the justification behind it (i.e. (2.4.41)) - we refer to [123] for further details.

~ —1/A
Let us assume that Va [Y[QMC} X (NE‘QMC) (ignoring higher-order terms), for some

A > 0 and for some level-dependent constant 0 < v, < ch? ,forall ¢ =0,---, L. Moreover, assume
Co =~ wyN, f Mo (ignoring lower order terms) for a level-dependent constant w, which is independent
of IV, KQ MC, forall £=0,---,L. Then, if we set up the same constrained optimisation problem that
is used in the computation of (2.4.40) (and is similar to that outlined in the proof of (2.4.32)), it
follows that

VAV MC
% ~ % forall¢=0,---,L, (2.4.41)
{4

where p is the Lagrange multiplier (a level-independent constant) used to compute the solution
of the optimisation problem (further details are given in [123, § 3.3]). This means that the the-
oretically optimal values of NEMC from (2.4.40) ensure that VA[?ZQMC]C[ ! is approximately
constant on all levels. Hence, building an algorithm that (on-the-fly) ensures Va [)A’OQMC]CO_ RS
VA[}A/lQMC}Cl_l N R VA[}A’E—”)MC]Cgl will give us quasi-optimal values for NZQMc - without
needing to compute them a-priori and without relying on an accurate estimate of A. This leads us
to the following adaptive procedure to choose NéQMC7 as suggested in [84]. We also note that the
algorithm can easily be adapted to estimate quasi-optimal N, for MLMC. We use this adaptive

procedure for all numerical experiments, instead of (2.4.32) and (2.4.40).
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Starting with an initial number of samples on all levels, we alternate the following two steps until
V[Qy M) < /2

(i) Estimate C; and Va [?ZQMC] by using all of the current NZQMC samples, for all £ =0,--- , L.

(ii) Compute

pomMC
0" = argiax <W> , (2.4.42)
=0 Ce

and double the number of samples on level ¢*.

We will discuss an extension of the multilevel Monte Carlo framework, known as Multi-Index
Monte Carlo, in Appendix D.

In the next two chapters we propose and analyse efficient multilevel Monte Carlo methods
(discussed in Section 2.4.3) for quantifying the effect of uncertainty in the nuclear input data on
the output variable ¢ (or a related quantity of interest). There is a growing recent interest in this
question in the more general context of kinetic equations (e.g. [143, 144, 213]). In the particular
case of nuclear applications, our work is relevant to the assessment of how material fluctuations
can affect the uncertainty of flux computations.

The analysis of multilevel Monte Carlo methods for PDE problems has so far been restricted
to the case of ODE and coercive elliptic PDE models, where it has generated a lot of interest (e.g.
[80], [48]). As far as we are aware, the results in the next two Chapters are the first which consider

this question for hyperbolic integro-differential equations of the form (1.1.14).
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The results of this chapter describe how (deterministic) heterogeneity in the material coefficients
manifests itself in the operators underlying the RTE, and consequently in the error estimate for the
numerical method. That is, this chapter is concerned with an error estimate for the deterministic
problem - this result is key to the analysis of the multilevel Monte Carlo method in Chapter 4.

To allow the first results to be established, we make the simplifying assumption of one spatial
and one angular dimension, the so-called “1D slab-geometry” case in reactor theory (which we pre-
viously introduced in Section 1.3). We discretise with the classical discrete ordinates method, using
a certain Gauss like rule with 2NV quadrature points in angle and classical diamond differencing (or
Crank-Nicolson) on a mesh with step-size h in the spatial variable. The resulting approximation
of the scalar flux ¢ is denoted ¢ .

We assume that the spatial domain can be partitioned into subintervals, on each of which the
input data og, 04 and f belongs to the Holder! space C", for some 1 € (0,1). This allows for data
with low smoothness and permits jumps in material properties across interfaces. We denote this
space by C},, and equip it with the norm || - || pw. The main result of this chapter, and our first

error estimate, is Theorem 3.3.11 which shows that there are constants R, R, both dependent on

lwe refer the reader ahead to Notation 3.1.1 for details on the notation used in this introduction
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0,0g such that, when
N=' + hlogN + h" < R(o,05)" ", (3.0.1)
we have the error estimate for the scalar flux:
I6 = 6"V lloo < R'(0,05) (N2 + hlogN + A7) [f s (3.02)

Both R, R’ are independent of f and their dependence on o, og is known explicitly, but they blow
up, e.g., if 0g/0 — 1 anywhere in the domain or if ||| s|/c7!||cc — oo. This is natural as, for
example, it is known that when og is close to o the transport equation degenerates to a diffusion
equation and hence we expect subsequent difficulties. We presented an overview of the required
steps to achieve (3.0.2) in our paper [93, §3], without many details and with certain assumptions
removed. The proof of (3.0.1), (3.0.2) is obtained by generalising the theory of the integral equation
reformulation of (1.1.5) to the heterogeneous case; the homogeneous case having been studied in
detail in [163].

The appearance of the hlog N term in (3.0.2) reflects the fact that the transport equation in
slab geometry has a singularity in its angular dependence (explained in Section 3.1). This imposes
a compatiblity constraint (i.e. (3.0.1)), which implies that the angular discretisation cannot be
indefinitely refined if the spatial discretisation is kept fixed. The appearance of this term in the
error estimate means that the accuracy of the method, measured in || - ||, can be no better than
O(h), even if the cross-sections are very smooth. A faster rate is possible if one uses a higher order
method or measures the error in L, norms, the latter proved for constant cross-sections in [163].

However, we will not pursue this further and thus limit our analysis to less smooth data (n < 1).

The numerical analysis of the RTE (and related integro-differential equation problems) dates
back at least as far as the work of H.B. Keller [114]. After a huge growth in the mathematics
literature in the 1970’s and 1980’s, progress has been slower since. This is perhaps surprising,
since discontinuous Galerkin (DG) methods (i.e. Section 1.2.3) have enjoyed a massive recent
renaissance and the neutron transport problem was one of the motivations behind the original
introduction of DG [166].

The fundamental paper on the analysis of the discrete ordinates method for the transport equa-
tion is [163], where a full analysis of the combined effect of angular and spatial discretisation is
given, under the assumption that the cross-sections are constant. The delicate relation between
spatial and angular discretisation parameters required to achieve stability and convergence is de-
scribed there, and is also seen again in the present work (see the hlog N term in (3.0.2)). Later
research e.g. [11], [12] produced analogous results for models of increasing complexity and in higher
dimensions, but the proofs were mostly confined to the case of cross-sections that are constant in
space. A separate and related sequence of papers (e.g. [128], [204], and [7]) allow for variation in
cross-sections, but error estimates explicit in this data are not available there.

We also note that there is a growing literature in the numerical analysis of kinetic equations,
of which the RTE is a particular example, with an emphasis on “asymptotic preserving” schemes,
which retain accuracy as the scattering ratio og/c approaches unity. Interest in this question in
the deterministic case goes back a long way, e.g. [109], which has led to recent work on UQ in this
context (e.g. [213]). For further general discussion on the transport equation, see [52, 133].

The structure of this chapter is as follows. In Section 3.1, we introduce the model problem; the
Radiative Transport equation in the 1D slab geometry with spatially heterogeneous cross-sections,

and its discretisation. To set up the error analysis, Section 3.2 describes the classical integral
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equation reformulation of the RTE under very weak smoothness assumptions on the cross-sections.
From here we can prove results relating to the underlying operators and their regularity - that are
explicit in the cross-sections. In Section 3.3, the elements are brought together to prove (3.0.1) and
(3.0.2). Numerical results are presented alongside, which show that our error estimate is sharp.
Chapter 4 then extends this analysis to include a probabilistic error estimate (see ahead to (4.0.1))

and a rigorous analysis of the (multilevel) Monte Carlo method.

3.1 The Model Problem

We study the mono-energetic 1D slab geometry problem, for the angular flux ¢(z, p):

PO (@) + o@la ) = as@)o@) + f@), w01, pel-Ll, (311

1 1
where  ¢(z) = 5/ Y(a,p) dy (3.1.2)
-1
denotes the scalar flux, subject to zero incoming flux:
»(O0,pu) = 0, for p>0 and ¥(1,u)=0, for pu<O0. (3.1.3)

The total cross-section o(x) is given by ¢ = g5 + 0a. The problem (3.1.1) — (3.1.3) was shown
to be equivalent to (1.3.1) equipped with no-inflow boundary conditions, when the input data is
constant in two of the spatial dimensions (here assumed to be y and z), see Section 1.3. Note
that (3.1.1) degenerates at u = 0, which corresponds to particles moving perpendicular to the

z-direction.

Notation 3.1.1 When working on the spatial domain (0,1), for 1 < p < oo, we will denote the

standard Lebesgue spaces as L, with norm || - ||, i.e. for1 <p < oo

LP(Ovl) = {g : (07 1) = R | ”g”Z[),p(O,l) = /

(0,1)

lg(x)|P dz < oo} .

When p = 00, ||gllec = ess sup,cpo17l9(x)|. For any interval I C [0,1], we denote by C(I) the
space of uniformly continuous functions on I, equipped with norm || - ||oo. For 0 < & < 1, we let

C&(I) denote the space of Hélder continuous functions on I with Hélder exponent & € (0,1] and

with norm 0(2) W)
glx)—gly
lgllcsry = llglloe + sup —=——r— .
z,yel |z —y|
zH#Y

(The space CL(I), for ¢ = 1, is also the space of Lipschitz continuous functions on I.) When
I =1[0,1] we write for short C = C(I), C* = C*(I) and ||glle = ||gllce(r). Finally, for any normed

spaces X and 'Y, we write || - || x—y to denote the operator norm of an operator mapping X — Y.

In what follows, we will allow data which is piecewise continuous with respect to an apriori
defined partition
O=c1<---<cexg =1, (314)

with X > 1. We denote the corresponding space of piecewise continuous functions by

Cpw = {9 € Loo(0,1) | 9lic;e;4) € Clej,ciyr), foreach j=1,... 8 —1 b
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By the assumed uniform continuity, g then has well-defined left and right limits (which might be
different) at each ¢;. For definiteness we will assume that the value of g(c;) is taken to be the
limit from the right for j = 1,--- ,X — 1 and the limit from the left for j = X. The space Cp,, is

equipped with the usual uniform norm || - ||o. Similarly, for any & € (0, 1], let
Cf,w = {g € Cpu | l(csreie1) € C%(cj,cjs1), foreach j =1,..., R — 1},

with norm [|gll¢ pw 1= maxj_y [lgllcs(c;.c;ir)-

We now make the following physically motivated assumptions on the input data.

Assumption 3.1.2 (Input Data)

1. The cross-sections os and o4 are strictly positive and bounded above. We write

Omin = min o(z) Omax = max o(x)
z€[0,1] z€[0,1]
(08)min = wren[gll] os(z) and  (08)max = $ré1[%§] os(z) .

2. There exists a partition (3.1.4) and 1 € (0,1), such that 0,05, f € C,,.

3.1.1 Discretisation

To discretise (3.1.1) — (3.1.3) in angle, we use a 2N-point quadrature rule

1 N
/ g(m) dp ~ > wig() , (3.1.5)

-1 |k|=1

with nodes pug € [—1,1]\{0} and positive weights w, € RT. We assume the (anti-)symmetry

properties p_p = —pug and w_i = wg. To discretise in space, we introduce a mesh
0 =< <...<zx2p0 = 1, (3.1.6)

which is assumed to resolve the break points {¢; } introduced in (3.1.4) (which requires that M > R).
Further assumptions on the quadrature rule and mesh will be added in Section 3.3.
Our discrete scheme for (3.1.1) — (3.1.3) is then: Find the family of continuous piecewise-linear

functions {wZ’N 2N (with nodal values {d)ZJN}) such that

h,N h,N
Ui — Vi1

h;

e+l
+ <7j—1/2'j—’j1 = 05,;’—1/2(25?’_1\1[/2 + fici2 (3.1.7)

1223 D)

fOI'jzl,-.-,M, |k| :1,...,*]\77 Where

N h,N h,N
¢y = ;lkzzjlwkw, j=1,...M, (3.1.8)
and with
Yt =0, for k>0 and 4y =0, for k<O. (3.1.9)
Here 0;_1/3 denotes the value of o at the mid-point of the interval I; = (x;_1,7;), with the

analogous meaning for og ;_1/2 and f;_1/s.
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Solution Methods for Slab Geometry Transport

If the right-hand side of (3.1.7) were known, then (3.1.7) could be solved simply by sweeping from
left to right (when k > 0) and from right to left (when k& < 0). The appearance of d)?’_Al] /o on the
right-hand side means that (3.1.7) and (3.1.8) constitute a coupled system, which can be written

(e 76 - )

Here, the vector ® € RM contains the approximations of the scalar flux at the M midpoints of

in matrix form as

the spatial mesh. The matrix T is a block diagonal 2N M x 2N M matrix, representing the left
hand side of (3.1.7). The 2N diagonal blocks of T', one per angle, are themselves bi-diagonal. The
2N M x M matrix Xg simply consists of 2N identical (since we assumed the scattering cross-section
was isotropic in angle) diagonal blocks, one per angle, with ¥¢® representing the multiplication
of ® by og at the midpoints of the mesh. The M x 2N M matrix W (applied to ¥) represents the
right hand side of (3.1.8), i.e. averaging at the midpoints and quadrature. The matrix I denotes
the M x M identity matrix. The vector f € R2VM contains 2N copies of the source term evaluated

at the M midpoints of the spatial mesh.

3.1.2 Direct and Iterative Solvers

We now wish to find the (approximate) fluxes in the linear system (3.1.10). We note that the
matrix 7T is invertible and has a useful sparsity structure that allows its inverse to be calculated
in O(MN) operations. However, the bordered system (3.1.10) is not as easy to invert, due to the
presence of g and W.

To exploit the sparsity of T', we do block elimination on (3.1.10) obtaining the Schur complement

system for the scalar flux, i.e.,
(I-WT'Sg)® = WI'f, (3.1.11)

which now requires the inversion of a smaller (dense) matrix. Note that (3.1.11) is a finite-
dimensional version of the reduction of the integro-differential equation (3.1.1), (3.1.2) to the in-
tegral form of the RTE (see ahead to (3.1.22)). In this case, the two dominant computations with
O(M?N) and O(M?3) operations respectively, are the triple matrix product WT~'3g in the con-
struction of the Schur complement and the LU factorisation of the M x M matrix (I - WT’lES).
This leads to a total

theoretical cost of the direct solver ~ O(M?*(M + N)) . (3.1.12)

We note that for stability reasons (see [93, §3], also [163] in a simpler context), the number of
spatial and angular points should be related. A suitable choice could be M ~ N, leading to a cost
of the direct solver of O(M?) in general.

The second approach for solving (3.1.10) is an iterative solver commonly referred to as source
iteration, cf. [32]. Re-writing (3.1.11) as

o = WI' (WI''Ss® + f) |
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then naturally suggests the iteration
o — w1 (zscb(k—l) n f) , (3.1.13)

where ®*) is the approximation at the kth iteration, and where we assume ®(©) = WT~1f. This

can be seen as a discrete version of an iterative method for the integral equation (3.1.22).

In practice, we truncate after K iterations. The dominant computations in the source iteration
are the K multiplications with WT~1Xg. Exploiting the sparsity of all the matrices involved,

these multiplications cost O(M N) operations, leading to an overall
theoretical cost of source iteration ~ O (M NK) . (3.1.14)

A proof of a similar result, for a spatially two-dimensional problem, is given in Section 5.2.3.

The numerical experiments in [93] show that, for 2N = M, the hidden constants in the two
estimates (3.1.12) and (3.1.14) are approximately the same. Hence, whether the iterative solver is
faster than the direct solver depends on whether the number of iterations K to obtain an accurate
enough solution is smaller or larger than M. This will motivate the introduction of a third ‘hybrid’

solver, which we discuss later in Section 4.2.

There are sharp theoretical results on the convergence of (a non-discrete version of) source

iteration for piecewise smooth cross-sections [32, Thm 2.20]. In particular, if #) denotes the

< (c
2

for some constants ¢/ > 0 and ¢ < 1. That is, the error decays geometrically with rate no slower

approximation to ¢ after K iterations, then

gs

- w)K , (3.1.15)

o1/2 <¢ _ ¢<K>)

than the spatial maximum of og/o. For the case where the cross-sections are random (e.g. (2.2.2)
with zero fission), then (3.1.15) will hold pathwise for each w - for some realisations the spatial
maximum of og/c will be close to 1. Using this result as a guide together with the assumption
0 < oa(x) < oo, for all x € [0,1], we assume that the convergence of the Lo-error with respect to
K can be bounded by

gs

lp — 6"l < ¢ : (3.1.16)

oo

for some constant ¢ > 0.

3.1.3 Abstract form of the problem

As preparation for analysing (3.1.1) — (3.1.3) and its discretisation, (3.1.7) — (3.1.9), consider
the pure transport problem (previously discussed in Section 1.3): For fixed p € [—1,1], find u =
u(z), = € (0,1), such that

d
yd—u +ou=g, withu(0)=0, when >0 and u(l) =0 when u <0, (3.1.17)
x

with ¢ € Lo, a generic right-hand side. (Note that u depends on p, but we suppress this in the

notation. When g = 0 no boundary condition is needed.)

Following Appendix A.2, it is easy to show that a solution of this problem is u := S, g, where
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we define
pt Y exp (uTir(2,y)) g(y) dy . >0
Sug(x) == ¢ o7 (z) g(), p=0 (3.1.18)
—p [ exp (i (@, y)) g(y) dy, w <0
and

T(z,y) = /y o(s) ds . (3.1.19)

The quantity |7(z,y)| is often called the ‘optical length’ or ‘optical path’ [27]. To mimic the

averaging process in (3.1.2) it is natural to also consider the integral operator:

1! 1!
Kola) = 5 [ Sugla) dn = 5 [ Exlr@.0)hotw) dy (31.20)
-1 0
where for z > 0, E1(z) is the exponential integral
o dit
Ei(z) = / exp(—tz)? . (3.1.21)
1

The operators S, and K relate to (3.1.1) — (3.1.3) by the following proposition (and which is
analogous to Theorem A.2.1).

Proposition 3.1.3 Let ¢ be a solution to (3.1.1) — (3.1.3). Then, 9 is uniquely determined by

P(a,p) = Sulosd + f)(x), (3.1.22)

and hence ¢ solves the integral equation
¢ = K(osp + f) . (3.1.23)

We shall see later that (3.1.23) has a unique solution and this ensures that (3.1.1) — (3.1.3) has

a unique solution. We also discussed the uniqueness of the solution in Remark 1.1.3.

Analogously we can consider the discrete system (3.1.7) — (3.1.9). Let V" denote the space of

continuous piecewise-linear functions with respect to the mesh {x; };Vio, and for any v € C, let P
denote the piecewise constant function which interpolates v at the mid-points of the subintervals

I; = (zj_1,2;). Then consider the discretisation of (3.1.17) defined by seeking u” € V" to satisfy

duh h h .
p— +Plou = g, forj=1,.... M, (3.1.24)
I dx I.

J J

with ©"(0) = 0 when p > 0 and u”(1) = 0 when p < 0. This has a unique solution (the proof of
which is given later during the proof of Theorem 3.3.5), which we write as u = S ﬁg. Analogously
to (3.1.20) we also define

N
1
KhNg — 5 > we Shg. (3.1.25)
|k|=1

Identifying any fully discrete solution 1/JZ]N of (3.1.7) — (3.1.9) with the function 1/JZ’N € Vh by
interpolation at the nodes {x;}, we can see that (3.1.7) — (3.1.9) is equivalent to seeking wZ’N cvh,
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|k| = 1,..., N, that satisfy

dyp ™ h_ AN h N
/ M dz +P U'(/)k7 :/P (O'S(b7 +f) ; jzla--'aM7 (3126)
I I
where
1 N
h,N
N = 3 > wp (3.1.27)
|k|=1
and
PN(0) = 0, when k>0 and ¢"¥(1) = 0, when k<0. (3.1.28)

We then have the discrete analogue of Proposition 3.1.3:

Proposition 3.1.4 The system (3.1.26) — (3.1.28) s equivalent to (3.1.7) - (3.1.9), and its solu-

tion can be written:
wZ”N = SZkPh(Usd)h’N +f), fordllkl=1,---,N . (3.1.29)

Moreover,
¢h,N — Kh’NPh(JS¢h’N + f) . (3130)

Now to estimate the error in our approximation to ¢, we write

QS* ¢h,N _ IC(US¢+f) *]Ch’NPh(O'S(ZSh’N +f)

K(oso+ f) — KM"NProgp + KMNPhogy — KM Phogeh N — KNP

(IC _ Ich,NPh) (056 + f) + KN Pl (¢ _ ¢h,N)

= (I =K""Phog) (K - K"YP") (056 + f) , (3.1.31)

where we subtracted (3.1.30) from (3.1.23) to obtain the first equality and added (K"*NP'og¢p —
KMNPhage) = 0 for the second equality. The fourth equality holds by subtracting KN Phog (q’) — (bh’N)

from both sides to acquire
(I —K"NPhog) (¢ — ™) = (K- KMNPM) (05 + f)

and then assuming that (I — K"V P"s5)~! is a bounded map on C (which is proven later in
(3.3.29)). Hence,

l¢ = ¢" Voo < I = K"¥Pos)emcll(K = K" ¥P") (056 + )l - (3.1.32)

3.2 Properties of the Operators

In this section, we will prove a number of technical results which will lead to bounds on both terms
on the right hand side of (3.1.32) (stability and consistency) and will thus yield the deterministic
error estimate in (3.0.1) — (3.0.2).

Notation 3.2.1 To simplify presentation, for any a € R, we will use the notation @ := max{1, a}.

Also, from now on, we will use ¢ to denote a constant that is positive, finite and independent of
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the cross-sections, mesh parameters and other relevant variables.

Throughout this section, we will make use of the following bounds, a consequence of Assump-
tions 3.1.2 and (3.1.19),

O-min|y_x| S Sgn(y—x)T(x,y) S Umax|y_x| 5 (321)
where sgn(-) = 1, when its argument is positive, and (—1) when negative.
Lemma 3.2.2 For € [~1,1], then |Sullooor. < o -

Proof. Consider i > 0 and a function g € L. By definition,

ISug(z)| = ‘u‘l/oxexp(u‘lf(%y))g(y) dy
< ||9||oou‘1/oz exp(p~'7(2,y)) dy
< o™ [ el oy ~ o)) dy
< 9llooomin [exD(a omin(y — 2))] ',

< Ngllocommin -

where we have used that y € [0, ] implies 7(z,y) < omin(y — ) < 0 and that the exponential
function is non-negative and monotonically increasing. The proof for x4 < 0 holds similarly. m

In the following two Lemmas we study the differentiability of S, with respect to z and pu.
Through (3.1.22), this relates directly to the differentiability of the angular flux 1) and hence will

be fundamental to the convergence rate of the deterministic error estimates in Section 3.3.

Moreover, S, : Lo + C with ||Sul|r..»c < ot for p € [-1,1]\{0}.

Lemma 3.2.3

0
a2

IN

9 (UmaX) lu|™t,  forall pe[-1,1]\{0} .
LoorsDo Omin

Proof. Consider ;> 0 and some function g € L. By the definition of S, and the Leibniz

integral rule

%Sﬂg(x) = /[1;;{ /OI exp(u” " 7(2,9))g(y) dy}

=pt (g(x) —pto(z) /Om exp(p'7(x,9))g(y) dy) :

Applying the absolute value and bounding then gives

(S0 ()] < i~ (|g<x>| i / " exp(u (@) g W) dy)

< 1Vl (1 o [ xpl ) dy)
0

< M glloo (14 OmaxOimin)

where the integral is bounded as in Lemma 3.2.2. The proof for p < 0 is similar.
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The proof that S, : Lo, — C is a simple consequence of the fact that, given any g € Lo,
the derivative of S,,¢ is bounded (except when p = 0). The corresponding bound is as proven in

Lemma 3.2.2. =

Lemma 3.2.4 For g € Lo, and any 8 > 0, then

du < 287 ot llgllso -

1
0

su ﬁ’S T

P /_1 |l au( 19)(2)

z€[0,1

Proof. Consider p > 0. By the product rule

% (ntexp(ptr(z,y)) = —pn 2 exp(p7(2,y) (L+ p~'r(z,y)) (3.2.2)

Using (3.2.2), the definition of S,g and the substitution t = =7 (z,y) = p~17,(y), then

0

—@(Sug)(w) = —/JEg (' exp (7 (2,y))) 9(y) dy

=p 2/0 “r(z,y)] explu (7, y)]g(y) dy
0

_— / (14 1) exp(t)o (5 (ut)) g(ry (ut)) dt .
potr(a, 0)

L exists because y € (0, ), for fixed z, and therefore 7, (y) < 0 - existence of 7,

The function 7
then follows by the inverse function theorem. Applying the absolute value and using the triangle

inequality (i.e. |1+t <1+ |¢]),

0
5 (S)) < 1l S A e o ) e

which is an integral with a positive integrand. Hence, by bounding o~ !(-) < o ~1

— min

we can acqulre

an upper bound on the integral, by extending the domain of integration i.e.

0
< p ok lglloe / (L4 ) exp(t) dt < 20 o gl -

— 00

’ai@g)(x)

where we note that fi)oo(l + |t]) exp(t) dt = 2. This implies that for any § > 0 and any = € [0, 1]

1 1
0 -
J s an < 2 [l du = 2670 ol
0 H 0

The proof holds similarly for x € [—1,0), and g = 0 is trivial. m

The next few results will allow us to prove that
os,0,f€C},, forany ne(0,1) = o¢¢€ Ct, for all ¢ € (0,1).

This result uses the smoothing property of the averaging operator K.

Lemma 3.2.5 On Lo, the operator Kog is bounded and (I — Kog) is invertible with the bound

(I =Kos)  Nlamrs < (Omax/omn)? (1= los/o]lo) ™" . (3.2.3)
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Moreover, the scalar flux ¢ € Ly and

ollz < (Omax/Twin) (08)min (1 = los/olloc) ™" [1£]l2 - (3.2.4)

1/2

Proof. Consider the weighted norm ||g||ry := [[0'/?g|l2, for any g € LY. This is equivalent to the

usual Lo-norm in the sense that

1y < oilacllgllz s (3.2.5)

Ouimllgllz < ]
and hence any g € LY also belongs to Ly. Using the result of [32, Thm 2.20], i.e.
[Kosllrymsry < llos/ollee < 1, (3.2.6)
then Kog is bounded on LY, and hence by (3.2.5),
KOsl asrs < (Tmax/Tmin) > los /o]l (3.2.7)
since, for g € LY

o2 |Kasglls < ||Kosglly < |[Kos|

min| yorylglly < olillos/ollsllgllz -

Moreover, by the Banach Lemma it follows that
— —1 —
(I = Kos) ™ Noyry < (1= IKosloyory) ™ <1 —llos/olle)™" - (3.2.8)

The bound on || (I — Kog) ™" ||y, follows from (3.2.5) and (3.2.8).
Re-writing the integral equation (3.1.23) as (I — Kog) ¢ = Kf and using (3.2.3), then

(I =Kos) " Kflle < 11T =Kos) o, IS 2
(Omax/omin) /> (1 = [los/allo) ISz -

612

IN

Moreover, using the aforementioned bound on ||Kog|z, i-e. (3.2.7),

IKfllz < 1Kosllzasiall (05) 7" fllz < (@max/omin)/? o5/0 oo (@8l 112 -

The bound (3.2.4) follows. m
Before we continue with our results on the operator K, we must prove the following preliminary

results relating to its integrand Ei (-).

Lemma 3.2.6 For any x € (0,1) let § > 0 be such that x + 8§ € (0,1]. Fory € [0,1]\[z,z + ¢],

Omax 1
E1(|T(I+§ay)|) - El(’r(xay”)‘ <94 (Umin> Hlll’l{|y—<.’1)+(5)|, |y—x|} .

Proof. Using that —E{(z) = Ey(z) := exp(z)/z for z > 0 [1, eq.(5.1.26), pg.230] and the chain
rule, then for x # y,

Cewdrwy) A exp(= ()
ran)] = o()senly —0) "

()] In (3.2.9)

L Bi(r(@y)l) =

By the Mean Value Theorem and since Fj(-) is continuous on (0, 00), there exists ¢ € (x,z + 0)
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such that
exp(=|7(c, y)])

El(lT(m +9, y)l) - E1(|T($>y)|) = 6Sgn(y - C)U(C) ‘T(C y)|

Now when y >z + 6, we have 7(c,y) = [Yo(2) dz2 > omin(y — 2 —5) > 0, and hence

o(c) exp(—|7(c, y)]) Tmax 1
E — F < < .
1|T($+(5,y)| I‘T(‘/an” = 60min (y—x—5) ~ 5Umin (y_$_5)

The result for y > = + § follows, and the result for y < x holds similarly. m
In the next proof, we shall use the expansion (cf. [145, Eq. (1.8)], [1, Eq. (5.1.11)])

E1(2) = log(z) + Ein(z) ++% , (3.2.10)
where v* ~ 0.5772 is Euler’s constant and
. 1
Ein(z) := / n (1 —exp(—t)) dt, forallz>0. (3.2.11)
0

Elementary calculus shows that Ein(z) < z, for all z > 0 - a proof is given in Section E.I.

Theorem 3.2.7 The operator K maps Ly to Lo, and L to C&, for all 0 < € < 1. Moreover,
the following bounds hold:

. —1/2
() IKll e < omil®

N

.. g
(i1) Kl Lo S ¢ =
Omin

Proof. (i) Let g € Ly and x € [0,1]. Using (3.1.20) and the Cauchy-Schwarz inequality, we have

1/2

29| = | [ By (1) o) < ol [ B, ) )

Since E? is strictly positive and monotonically decreasing on RT, we have (recalling (3.2.1))

1 1 x 1
| Btr@whdy < [ Biowla-shdy = [ Biownla-w) dy+ [ EXowaly—a)) dy.
’ " ’ : (3.2.12)
Applying the substitution » = x —y and using (3.1.21), the first integral on the right hand side

of (3.2.12) becomes

/01’ Ei(ominr) dr = /OI (/100 exp (—80minT) 8 ds) (/100 exp (—tominr) t dt) dr
_ [T /Oot—l (/ exp (= (t + 8)minT) dr) dt ds
1 1 0
- /loo st /100 t! (amil’“tj—s (1 —exp(—(t+ s)aminx))> dt ds
< onh /100 s~ /100 ﬁ dt ds = 2log(2)o 1,

where the integrals can be interchanged by Fubini’s theorem and the final equality holds by using
partial fractions and integrating by parts. The result is also similar, up to a change in variables,
to [1, eq.(5.1.33)].

The second integral on the right hand side of (3.2.12) can be bounded analogously and hence
K : Ly Loo, with [|K|| 1,0 < log(2)V/20 /% < g1/

min °
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(i) Similarly, for any g € Lo and z € [0, 1], then

1 1
2K9(@) < gl | Erlr(es))) dy < gl | Er(Gmnly —ol) dy
0 0

where we have used that the exponential integral is positive and monotonically decreasing. We
will focus on the integral for y € [0, 2] but the proof holds identically for the other case. Consider

the substitution r = x — y, then by Fubini’s theorem
x xr
/ El(o'min‘y — 1'|) dy :/ El(aminr) dr
0 0

:/ (/ s exp(—s0mint) ds) dr
/ / exp(—sominr) dr ds

11 r=z
_/ s~ [s7 oty exp(—sominT)] _, ds
1
o
—2,-1 |
S / s mln ds UmlIl °
1

Hence,
IKglloe < ominllglioo - (3:2.13)

To bound the Hélder-seminorm, let £ € (0,1) and consider

sup

sup
r<z<1 |Z - x‘f

Kg(z) = Kg(2)] _ { (Kg(z +6) — Kg()| s [Kg(z +6) — Kg()| }
0<d<e 55 e<s<l—=zx 55

where we have defined € := (20ax) ! and 6 = 6(z, 2) := z — .

Let us first consider the case 6 € [e,1 — z], i.e. the second term on the right hand side of
(3.2.14). In that case, it follows by a simple application of the triangle inequality and the bound
(3.2.13) that

UIH ax

Kg(z +94) — Kg(z -
| g( ) g( )| < 9% EH’Cg”oo < 2(20’max) mln”g”oo < 4

5 < < PR lglloe . (3:2.15)

Now, let us consider the case § € (0,€) and let Bs(x) be the closed ball of radius § around
x. To estimate the first term on the right hand side of (3.2.14), define Zs(x) := [0, 1]\Bs(x) and

Js(z) := Bs(x) N [0,1]. Then,
o= | [ Feemouto

< lloe (/ / >|Fz y,8)| dy , (3.2.16)

where F(z,y,0) := E1(|7(z + d,y)|) — E1(|7(x,y)|). Consider the integral over Zs(x) in (3.2.16),

/1'5(1:) IF(@,y, 0 dy = (/ / > |F(x,y,6)| dy (3.2.17)

and assume the first (second) integral on the right hand side is null when z < 6 (1 —z < §).

2|Kg(x+0) —
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In the case where x > §, the first integral to the right of (3.2.17) is bounded by

z—9
(2= )5 [ e
Omin 0
(F2) o (e (5) - ose)
Omin o
Omax 1
(522) s 5)

Umax 6& ;

IN

r—0
/ F(a,y,8)| dy
0

IN

Omin

where we have used the result of Lemma 3.2.6 and the fact that dlog(1/8) < ¢, for all § < 1 and
€ € (0,1). The second integral on the right of (3.2.17) has the same estimate, when § < 1 — z.

Hence,

/ |F(z,y,0)] dy < 2 (Umd") 5 . (3.2.18)
Zs(z)

Omin

Now consider the integral over Js(z) in (3.2.16), then

[ el < [ (BressoDldy [ Byl dy
Js () Js () Ts ()

IN

/ By (7 (a + 6, 9)])| dy + / By (Ir(@y)) dy . (3.2.19)
325(I+5) Bs (a:)

where we note the subtle change in the limits of integration, that do not necessarily require the
balls Bys(x + ) and Bs(x) to be contained in [0, 1].

Using the expansion (3.2.10) for Ey(z), the second integral on the right hand side of (3.2.19)

can be re-written as

/ [Ex(I7(z,y))| dy < / [log(|(z,y)|)] dy+/ |[Ein(|r(z, y))| dy +2776,  (3.2.20)
Bs(x) Bs(x)

Bs(x)

Then, by (3.2.1) and using the fact that Ein(z) € [0, 2], for all z > 0, we can bound the second
integral on the right hand side of (3.2.20)

/ |Ein(|7(z,y)])| dy < / I7(z,y)| dy < 20maxd?® < 5, (3.2.21)
Bs(x) Bs(z)

where in the last step we used § < € = (20max) . For the first integral on the right hand side of
(3.2.20), we use again (3.2.1) and the fact that |7(z,y)| < Omax|T — y| < €0max < 1/2 to bound

[log|7 (2, y)|| = —log|7(x,y)| < —log (Fmin|y — 2[) , (3.2.22)

since — log(x) = log(z ™) and |7(,y)| > min|y—2|. Thus, the first integral to the right of (3.2.20)
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can be bounded by integrating the right hand side of (3.2.22), which gives

o
[ postrtes)ll dy < —2 [ 10g (rminr) ar (3.2.23)
B(s(:l)) 0

< 26 (1 — log (aminé))

1 1
§ 5671
= 2 nin 1 \'7E (1 s <0m1n5)>

Omind

< et ! (3.2.24)

min

where the third line holds by multiplying by (§0min)'~¢/(60min)! ¢ and where the penultimate
line used that y"'(l + 1og(y)) is bounded for any y > 1 and r > 0. Substituting the bounds in
(3.2.21) and (3.2.24) into (3.2.20) we finally obtain

[ Bl < ¢ (1+o50) 5 (3.2.29
Bs(x)
The first integral on the right hand side of (3.2.19) can be bounded analogously. Thus, com-

bining (3.2.16), (3.2.18), (3.2.19) and (3.2.25), we have shown that for ¢ < ¢,

Kg(x +6) — Kg(z Omax
Role )~ K9] o T g (32.26)

Omin

uniformly in z, where we used that afn_inl < (Cmax/Omin

(3.2.15) and (3.2.26) with the bound on ||Kg|lo we have

)1_E < Omax/Omin. Finally, combining

Kg(z) — Kg(x 1o
IKglle = [IKglls + sup kolz) 5( ) < = glloo -
z,2€[0,1] ‘Z - LE| Omin

Lemma 3.2.8 The operator (I — Kog) is invertible on C with the bound

gs

g

_ Omax
(= Kos) M lone < 2mmmt/? Tma (1—

Omin

) =: Ri(o,09) . (3.2.27)

Moreover, (I — Kog) is also invertible on Cyy,, with the same bound as above.

Proof. Let g € C and suppose that
(I —Kog)v=g, orequivalently that v = Kogv+ g. (3.2.28)

This allows us to apply a bootstrapping argument. By Lemma 3.2.5, we have v = (I — ’Ca's)_l g€
Ls and using (3.2.3)

Omax 1/2 gs -1 Omax 1/2 gs -1
= (22)" (1221 o= () (|2 ) Mt 2

Omin Omin

Using (3.2.28) again, this time together with Theorem 3.2.7(i) we get v € Lo, with the following
bound
—1/2 Omax 1/2
[Wlloe < 1Kosvlloe +llglloe < Tl (@5 max V]2 + llglloo < oz (Z222) " Jollz + llgloo - (3:2:30)

min
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Finally, using (3.2.28) with Theorem 3.2.7(ii) we conclude that v € C and therefore, since the
supremum of a continuous function is the same as the essential supremum, the bound (3.2.30)
holds on C. The bound in (3.2.27) follows by combining (3.2.29) and (3.2.30).

Now suppose g € Cpy,. Then g € Ly and the argument above holds verbatim to show that then
v € Cpy and that the bounds in (3.2.29) and (3.2.30) hold again. m

The final result of this section follows from Theorem 3.2.7 and Lemma 3.2.8.

Corollary 3.2.9 Let ¢ be the solution to (3.1.23), with f € C},,, for some n € (0,1) (Assumption
8.1.2). Then ¢ € C§, for any € € (0,1), and the following two bounds hold:

O-HlaX
19llo = ¢ ——=Rui(o,05)llfllc  and  |i¢lle < Rz(0,05)| o (3.2.31)

min

where Rq(o,0g) is defined in (3.2.27) and

—3
Ra(o,05) = cUH;aX Ri(o,0s) - (3.2.32)

min

Proof. Since, C}},, C Cp, and (I — Kog)¢ = Kf the first bound in (3.2.31) follows directly from
Lemma 3.2.8 and Theorem 3.2.7(ii), i.e.

min

- Omax
6l < (11 = Kos) " lemscllKflle < Ri(o,05)IKl|zemclflle < Rilo,0s) (Ca >||f||oo-

To obtain the second bound, we use Theorem 3.2.7(ii) again to obtain, for £ <7,

6lle < 1K @so+ Nlle < 1Ko lost+ Floe < ¢ 22 (@5 maxlidlloe + 1l )

min

and then combine this with the first bound in (3.2.31). We used again that (05 )max < Omax < Tmax-

3.3 Deterministic Error Estimate

We now return to estimating the error ¢—@"" using the formula (3.1.31). Introducing the operator

N

> (S0 @) = 5 [ BN (r( )t dy. (331)

with BV (z) := ij:l py ‘wy exp(—py, 'z) denoting the N-point quadrature approximation of the

exponential integral (3.1.21), we can write (3.1.31) as
$— "N = (I—K"NPhag) ™ (N N | (3.3.2)
where
eNi=(K—-KN) (0s¢+f) and N =[(KN - K"N) + KN (I —P")] (0s¢+ f) . (3.3.3)

We note that for g € L,

1 N
(K=K g0) = 5 [ Suge)du—5 Y wnSiugla). (3.3.4)
-1 k=1
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Hence, by setting g = 05¢ + f, eV can then be written as

N

1
eN o= %/_11/)(%“) d,u—% Z wptp(@, )

|k|=1

i.e. eV is the error in approximating ¢(x) by quadrature in angle. Likewise we note that by (3.1.25)
and (3.3.1),

N
1
(KN — KN g = 5 > wi (Su, — Sk g, (3.3.5)
|k|=1
and
1 N
KM A(I-Ph)g = 5 > wiSh (9-P"g) . (3.3.6)
|k|=1

Finally, to obtain an error estimate we apply the supremum norm to (3.3.2), and by trivial

manipulation write

-1
I =" New < |1 (I =K"NPhag) " llemsc (€ [loo + lle" Vo) - (3.3.7)

Then the error estimate follows by showing that eV || and ||e"" ||

both approach zero as h — 0,
N — oo in an appropriate way and by finding a bound on || (I — ICh*NPhUS)fl l[c—c. The first
(the consistency) we do in Sections 3.3.1 and 3.3.2, while the second (the stability) is done in

Section 3.3.3.

3.3.1 Consistency under Angular Discretisation

The convergence of the (quadrature) error /¥ will rely on the regularity (in angle) of the solution
(Lemma 3.2.4) and the following result from De Vore and Scott [55] (see also [163, Prop. 3.2]):

Proposition 3.3.1 Consider the N-point Gauss-Legendre rule on [0,1] and let m be a positive

integer with m < 2N — 1. Then we have

1 N 1
] [ a0 =S gt < v [l w2 g ol dn

k=1

whenever the integral on the right hand side exists.

Notation 3.3.2 The double Gauss rule is the particular case of (3.1.5) where the N-point Gauss-

Legendre rule is used on [—1,0] and on [0, 1].

We restrict the analysis to this rule from now on. We also note that the double Gauss rule satisfies

all assumptions made on the quadrature rule in this text, see [163].

Theorem 3.3.3 Let KN be defined by (3.3.1) using the double Gauss rule. Then,
IK=KNpwse < co i N7L. (3.3.8)

— min

Proof. Using (3.3.4), the (anti-)symmetry properties of the double Gauss rule, Proposition 3.3.1

69



CHAPTER 3. DETERMINISTIC ERROR ANALYSIS

(with m = 1) and Lemma 3.2.4 (with 5 = 1/2), we obtain for any g € L,
e al
| (K —KN) g()| = 2‘ /0 (Sp+8-p) g(x) dp — Z (wrSp, +w_rSy_,) 9(x)
k=1

1] [ N
: / S,0(x) du Zwksukg b3 [ S-sate) du= Y wnsate)
0 k=1

c N~ [/ u1/2 0
0

o (Suy(x))
v [ ]2

< e Nonullglle -

IN

IN

0
. <Sug<x>>\ et [

—1

/|

IN

Suate) | i

Hence, (IC — ICN) : Lo — Lo satisfies the bound in (3.3.8). The extension to C holds because S,

maps from Ly to C, see Lemma 3.2.3. =

Corollary 3.3.4 Under the conditions of Theorem 3.5.3, e € C with the bound

2
Umax —
¥ < e (22) Raloo9)N 1l

Proof. By Theorem 3.3.3, (3.3.3) and Corollary 3.2.9, we obtain

HeN”oo < CN_la-I:liln (UmaX||¢||oo + HfHOO)

O—max
< Nz, (o PRy 0,05) +1) 1

min

from which the estimate follows. m

3.3.2 Consistency under Spatial Discretisation

We recall the operator P" (defined in Section 3.1.3) and note that it maps Cpy, to Cpy, and for
any g € Cpu, [|[P"glloc < [|9lloe - Moreover, for any g € C5,, with 0 < £ <1,

I =P")gllee < hEllg

fpw - (3.3.9)

The simple proof of (3.3.9) is given in Section E.3.
From now on we assume that our mesh {z; }jM:O is quasi-uniform, i.e., for some constant p > 1,

the subinterval lengths h; := x; — x;_; satisfy

. = < i ;. «J.
j:ril,%i(th h < pj:III’l'lvlll’Mh] (3.3.10)

h h. h
Lemma 3.3.5 Let pu € [-1,1\{0}. For S, defined by (3.1.24), S;; : Lo — V" C C, and
I8 mn < 200ty (14 0w )

Proof. Without loss of generality, assume ¢ > 0 and let g € L. Using the notation a; =
hjoj_1/2/(2p), we can re-write (3.1.24) as

u(1+04j)Uj:u(1*Oéj)Uj—1+/9, j=1,---,M, (3.3.11)
I
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because the solution to (3.1.24) has nodal values {U;}, which can found using

U Ujl U+U]1_ /
2 h_] +]1/2 9 _h g,

for all j =1,---, M, with analogous boundary conditions.

Then, using the notation p; =1 — «;j, ¢; =1+ «; and r; = p;/q;, (3.3.11) becomes

1
Ui = rUj_1 +— g .
Hg5 Ji,
We now iterate this formula to prove existence and uniqueness of the solution. Suppose there exist
r,q > 0 such that
r <1

g >1
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IV IA

’ } forall 1<j< M. (3.3.12)

Then,

h
U; < TU‘,l +7goo
|Uj] Uil + gl

IA

h
2
r|\Uj—2|+ (r+1 9o

LN\ R
< E = —llg
(i_l )Mqll [l
h
- 3.3.13
< Mq(l_r)HgH ( )

where we have used the boundary condition Uy = 0 (for > 0). Since Sﬁg € V" we have

IS glloe < max |Uj] , (3.3.14)

and therefore in order to find an explicit bound of ||SZ|| Lvh we must first find expressions for

the bounds r and ¢ in (3.3.12). The second inequality is fairly simple
> {1 h } > 1 (3.3.15)
gj > q = max<l, opmn—, > 1. 3.
! 2pp
For the first inequality in (3.3.12), we consider three separate cases: h < 24/0max (Or equiv-

alently omaxh/2p < 1); h > 2pp/omin; and 2p/omax < h < 2pp/omin. Considering each of these

cases, it is possible to to find an r that satisfies the condition in (3.3.12) and one example is defined

as follows: B
(1+ o) it < 911/
-1
"o (1 + omaxh> if h > 2pp/omin (3.3.16)

(1 — —;:::p) / (1 + —:*;:p) otherwise .
To see this for the first two cases is fairly simple, by bounding «o; and manipulating. For the third

case, note that h/2u > 1/0max and hence 14 opmaxh/2p > 141 > 14 (0min/Omaxp), and then the

bound follows.

To finish the proof we show that

h 2 h
< 2P (1 + amax> . (3.3.17)
.uq(l - T) Omin 1%
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Considering, for example, the case when 24/0max < h < 2pp/0Omin, then r is given by the third
equation in (3.3.16) and

1 1 Omax P Omin Omax P M Omax
R R _ S ).
d1—r = 2( +p0_min) o—mm<2p T > o \n T2

h < 14 <1+ UInaxh>
pg(l=7) = Omin 2 pu)’

which yields (3.3.17). The proof of (3.3.17) for the other values of r is similar. m

So

Lemma 3.3.6 Let u = S,g and ul = S[jg, for some g € Lo,. Recall that o € C]

s Jor some

n € (0,1) (Assumption 3.1.2). Then, the piecewise linear interpolant @ of u onto the mesh (3.1.6)
satisfies

”uh — Ul < HS;IZ”LOOHV*L (Tmax||u — lloo + Ao ||y pwllulls) -
Proof. Using (3.1.24) and (3.1.17),

d d
/ p—u +Plouh dz = / p—u+ou dx
I; dx I dx

and hence subtracting [, u%a + (Pho)u from both sides gives

d o n - h_ (. h A_/ d ~ PN
/Ijudx(u u)+Plo (u'—u) = Ijudx(u u)+ou—Plou

_ / (Pho (u—1) + (o — Pho)u) (3.3.18)

I

where the derivative term in (3.3.18) vanishes because u and @ coincide at the mesh nodes. Hence,
by the definition of SZ in (3.1.24),

uh - = SLL [Plo (u—a) + (0 — Phou]
and therefore
[u" = @lloo < IS Loy [IP"ollocllt = Glloo + [lo = P oo llulloo]

from which the result follows by (3.3.9) since o € C?

nw, forn € (0,1). m
As mentioned in the introduction to this chapter, the main deterministic error estimate (The-
orem 3.3.11) will contain an hlog N term. The next result is the first indication of this, showing

that [|S, — S)||..»c can blow up as [u| — 0 for fixed h.

Lemma 3.3.7 There is a constant ¢ > 0, independent of all parameters, such that

_ h
1S, = S psc < cpoil, (o?nw+a|

n,pwh”> : (3.3.19)

Proof. Recall that, for any g € Lo, u = 8,9 € C is the solution of (3.1.17) and u" = Sﬁg cVhis
its continuous piecewise linear approximation, defined by (3.1.24). Then, with @ as in Lemma 3.3.6,

1(Su =S gllo = llu—u"lloe < [lu— e + [T - u" oo - (3.3.20)
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Hence, by Lemmas 3.3.5 and 3.3.6 and noting that O'maXHSLL”LDO,_,V}L > 1, we have

_ h 3 -
o=l < 20 (14 O ) (Gmasl = Bl + ol ) - (3321

Now since (by Lemma 3.2.3) we have «’ € Lo, it follows that ||u—1||c < ch||t||co. Combining
the result (3.3.21) with Lemmas 3.2.2 and 3.2.3, then

_ h
1(80 = 8" glloe < cpoh <1+omax) Ol e + 0Tkl aoc)

|l
h o2 h o

< cpohy (14 maerir ) (222 Ly Wby
Il ) \ Omin |1 Omin

Assuming that opmaxh/|u| < 1, then we get the desired result. Otherwise opmaxh/|p] > 1 and then
by the triangle inequality and Lemmas 3.2.2 and 3.3.5 we have

IA

1(Su =) glloe < 11Suglle + 5] 9lloc

IN

_ _ h
ot o + 20072 (1 n amM) 9l

IN

_ h
cpol, (1 n amw) 19l

—1 Omax h
Cpamirlg K o-maxm”g”oo
min

IN

B h
< epoi?, (afmlu' ; ||a||n,pwh") gllo -

where we used p > 1, Omax/Omin > 1, Omaxh/|pt| > 1 and ||o ||, pwh” > 0. =

The next result is analogous to Theorem 3.3.3.

Lemma 3.3.8 Let KV and K™V be defined by (3.3.1) and (3.1.25) respectively, with {u;} and
{wg} given by the double Gauss rule. Then, for N > 2,

KN — K" N| oo < epopty [0haxhlog N + ||o|lypwh] -

min max

Proof. Using (3.3.5) and theorem 3.3.7 for any g € Lo, then we have,

N
LY Y gl < 3 wellSn — S s 9l
[k|=1
N h
< cpo gl 3 wi (Uu ; ||a||n,pwh") . (3.3.22)

|k|=1
Now, since the Gauss rule is exact for constant functions, we have
N
S w = 2. (3.3.23)
k=1

Moreover, from [163, Lemma 3.1] we know that for any quadrature rule satisfying the assumptions

of Section 3.1.1 and the additional assumption:

> wk < cpn (3.3.24)
k=1
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where the (first V) angles are ordered such that 0 < p1 < --- < py < 1 (and recall that
— i), = pi—p) - which holds true for the double Gauss rule - then

N

> wilukl™t < e(1 4 [logpal) (3.3.25)
[k|=1

For the case of a double Gauss rule, points near the origin are spaced O(N ~2) and hence |log 11| ~
2log N > 1, for N > 2.

Using (3.3.22), (3.3.23) and (3.3.25) gives the desired bound for (KV — KMV) 1 Lo, — L.
Similarly to Theorem 3.3.3, the extension to C then follows because S,,, S LL : Ly — C, by Lemma
3.2.3 and Lemma 3.3.5, respectively. m

Theorem 3.3.9 Suppose the assumptions of Lemma 3.3.8 hold and assume that h € (0,1). Then
e N ¢ C with the bound

N L
lle ’N”oo < CpUmianJS”n,prQ(Uv os) (UrznathOgN"‘ ”U”n,pwhn) ”f”n,pw )

where e" N is defined in (3.3.3) and Ra(0,05) is defined in Corollary 3.2.9.
Proof. Using (3.3.9) and Lemma 3.3.8 we have

e ¥lloo < (IHEY = KN) g+ KN o pumcll (T = PP ez, ) 1056 + Fllnpu

< Cpo-r:lign [(aiaxhlogN + HUHn,pwhn) + Omin (1 4 Omaxhlog N) hn] losé + f”n,pw

< cpopi (02axhlog N(L+B") + (o]l pwh”) llosd + fllnpw
< Cpo—;l?n (U?naxhk)gN + ||U||n,pwhn) lose + f”n,pw )

where 0s¢ + f € C},,, and we have used that

IK"NMnese < epont (14 omaxhlog N) | (3.3.26)

min

which can be shown by a similar sequence of steps to the proof of Lemma 3.3.8. The result then

follows by writing

wpul g + 1w < (TosTypuRa(0,05) +1) If

||USHn,pr2(Ja US)Hf”nA,pw )

HUS¢+f||77,pw S ||US n,pw

IN

where we use Corollary 3.2.9 and that Ra(o,05) > 1

3.3.3 Stability

Up to now we have shown ||eV || and |e""||., approach zero as hlog N — 0 and N — oo, see
Corollary 3.3.4 and Theorem 3.3.9 respectively. To prove a final bound on (3.3.7) we need to
show stability, i.e. show (I — ICh’NPhJS)fl exists and can be bounded in the || - ||csc norm,
independently of h and N. To do this it is useful to use the identity

(I—K"MNPhog)™ = I + KMN (I—PhogkN) ™ Phog . (3.3.27)
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A proof of the identity is given in Lemma E.2.1. We have already bounded |P"og|cisc,,, in (3.3.9)
and [|[K"N||c, ¢ in (3.3.26), (although the bounds are not independent of & or N). Therefore,

(I — /Ch’NPhag)_l is bounded on C <— (I — ’Phaleh’N)_l is bounded on Cy,, .

The identity (3.3.27) allows us to prove simpler results on Cp,, D C, which allow us to bound
-1
| (I =K"NPhas) " [lomsc.

Theorem 3.3.10 If h and N~ are sufficiently small, such that hlog N <1 and

1 [ N N p—
hn + hlog N + N—1 =z c( (05 )min O in MAX{ Tmax ", [|0]ln.pw}R1(0,05) =: R3(0,05) ,
(3.3.28)
then (I — IC'“N”Phas)_l maps on C with the bound
h,N ph -1 (US)max 2
| (I—/C P Js) lomse < cp((as) : ) TmaxR1(0,08) = Ry(o,058) , (3.3.29)

where Ri(o,0s) is defined in Lemma 3.2.8.

Proof. Fix 0 < e < 1 and set A(h,N) =1 — (I —ogK)™" (I —P"osK™N). Suppose that there
exists a h and N~!, sufficiently small, such that

[AR, N)llcpurscyn < €. (3.3.30)

Then it would follow from the Banach Lemma that || (I — A(h, N)) ™' llcpwscpe < 1/(1 —¢€) and

SO

(I = PoskK™™) (T = 05K) lloyucy = 1| (T = Al N)) " epmscyn < %_6 . (3.3.31)
This would then imply,
(I =Prosk™™) " la,usc,. = | (1= Phogk™N) ™ (1= 05K) (I — 05K) " lcyucy
< L= 0s)  opne, € gg::ma, os) .

where we used the identity (I — ogK) ™' = og (I — Kog) ™" 05" and Lemma 3.2.8. Thus the desired
result follows, on the assumption that (3.3.30) holds.
To verify (3.3.30), we write

[ AR, N)lcpusc —0sK) " [(I = 0sK) — (I = P "osK"™) ] [|c,usCypu

(1
(I = 05K) " loyuscy, [P osK™N — 0sKlic, ey

o = |

|

< |
g max —

< 0o (1 ) sy sk~ PROSKY oy
(US)mm
o max
((UZ)) Ri(0,05) [losK — P osK" Ve, sy » (3.3.32)

where we again used Lemma 3.2.8. To estimate the right hand side of (3.3.32) we write
||0'5/C — ’PhJS,Ch’NHCPwHCPW < || (I - Ph) US’C”prHCpm (3.3.33)

+ P osllcmc,. (IK = KNc,p,me + 1KY = K"Nle,me) -
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Then we can bound the second term on the right hand side of (3.3.33) by using the trivial bound
on |P"0s||s, Theorem 3.3.3 and Theorem 3.3.8. Moreover, by defining

n, ifn<1

1—6, otherwise

for 0 < 0 < 1, and using (3.3.9) and Theorem 3.2.7(ii), then we can show that for the first term
on the right hand side of (3.3.33)

Umax —
(I = PMasKlcpucpn < llosllepwlKllo,,ceh® < C(U )|US||n,pw (R"+h'70)

where we have used that || - ||le.pw < || - |ln,pw, for all £ <n.
Bringing the results together gives
||0'5'IC — fPhO_S’Ch,N”pr._)pr (3.3.34)

o
< cpm max{ Tmax, 002 cillollnpw} (W7 +hlog N + N71)

. minZmax’ min
Umm

< CpHszHmpw

n.pw ) (h’7 + hlog N + N_l)

max{ Tmaes llo

Using (3.3.34) and (3.3.32) allows us to state the condition (3.3.28) - which ensures that

(I- 73hUsICh’N)71 maps on Cp,, and

(JS)max
Cpw—Cpuw B (US)min

| (1= Phosich™) 7|

Rl(O',(Ts) .

It is then simple to prove (3.3.29) by (3.3.27). m

3.3.4 The Error Estimate

We now have all the ingredients to prove the following error estimate, and one of the main results
of this thesis.

Theorem 3.3.11 Let ¢V denote the approzimation to ¢, using a double Gauss quadrature rule
and a Crank-Nicolson scheme. Then, for h and N~' sufficiently small according to (3.3.28) and
hlog N <1,

I = ¢" Mo < R(o,08) (N7" + hlogN + h") || fllnpw

_ 2
where R(0,05) = cpRa(0,05)R2(0,05)0 0 10 npw [05]lnpw-

Proof. The proof follows by considering (3.3.7) and applying the bounds of the stability estimate
(in (3.3.29)), and the angular (Corollary 3.3.4) and spatial (Theorem 3.3.9) consistency conditions,

i.e.

¢ — ¢V loc

npwh”) | £ lln.pw

Omin O hmin

) -
< ¢pRy(o,08) [(mﬂa}() Ri(o,05)N~' + ”USQng(U, 05) (0faxchlog N + ||o|

— N2
g w T —
< pRul0.05)Ra(o,75) (”U”> 05T (N hlog N 4 7)1/

min
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10° ‘ : 10°
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Figure 3-1: The error of the approximation to the scalar flux. (Left) N = (2h)~!; (Right) N =
2[a~th=], where o := min{1,n}.

where we used Ri(0,05) < Ra(0,05). ®

3.4 Numerical Results

We now present numerical results to support the error estimate in Theorem 3.3.11.

For the input data, we assume the absorption cross-section and the fixed source term are
constant, i.e. 04 = exp(0.25) and f = exp(l). Moreover, we consider four deterministic fields
for o0g. The first is a constant coefficient case, with og = exp(0.75). The remaining fields are

(pointwise) n-Holder continuous fields [183] (with parameters n = 0.1, 0.3, 0.5) defined by

os(z) = |z —0.4999|" sin <|:c—014999|2) : (3.4.1)
The total cross-section is then defined by 0 = 04 + 0g.

For the discretisation, we choose a uniform spatial mesh with mesh width h and the double
Gauss quadrature rule with 2N points. We consider two spatial-angular relationships; N = (2h) ™!
and N = Q[Wh_ mi“{lvn}]. The approximation to the scalar flux is computed at different
resolutions, with h=! = 4,8,16,...,512, and compared to a reference solution calculated when
h~! =1024 and N = 512. The error is estimated in the supremum norm.

The numerical results are presented in Figure 3-1. For h=! < 64 and for all choices of og
and N, we observe O(h) convergence. This is in line with the constant coefficient result in [163].
For larger h=! > 64 the convergence begins to slow, for the low regularity fields. We conjecture
that the convergence is O(h™117}) ie. essentially the O(h") convergence (when 1 < 1, or the

O(hlog N) convergence when 1 > 1) in Theorem 3.3.11 - implying the error estimate is sharp.

7
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Chapter 4

Multilevel Monte Carlo Theory for

Heterogeneous Transport
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In this chapter, we introduce wuncertainty into the input data of the problem considered in
Chapter 3, i.e. the radiative transport equation in one spatial and one angular dimension dis-
cretised using the classical discrete ordinates method and a classical diamond differencing (or
Crank-Nicolson) scheme. We will extend the error estimate of Chapter 3 to a probabilistic er-
ror estimate (see ahead to (4.0.1)). The probabilistic error estimate then facilitates a rigorous
proof of the parameters «, 8 and ~, that arise in the computational e-cost of a (multilevel) Monte
Carlo estimator, i.e. (2.4.13) and (2.4.34) (see ahead to (4.0.2) and (4.0.3)). Numerical results are
presented, where we use standard Monte Carlo, quasi-Monte Carlo and their multilevel variants
as estimators. As far as we know, these methods have not been applied to radiative transport
until now. In the numerical section, the cross-sections are assumed to be log-normal random fields
equipped with the Matérn class of covariances, and represented by a Karhunen-Loeéve expansion
(recall Section 2.3.2 and Section 2.3.1) - we note that the theoretical results are more general than
this case.

We now give an overview of the results of this chapter, without the detailed analysis. For this
introduction (to ensure that the spatial and angular errors are equal order) we set N = N(h) =
max{[ch™"],4}, for some constant ¢ > 0 independent of h.

The first result in this Chapter is a probabilistic counterpart of (3.0.2). Here we have to deal
with the fact that the deterministic estimate (3.0.2) is subject to the “mesh resolution condition”
or “stability condition” (3.0.1), which in turn arises from the non-self-adjointness of the RTE. In
the case of coercive self-adjoint PDEs with random data and Galerkin discretisation (e.g. [48, 199])
one obtains a probabilistic error estimate by interpreting the deterministic error estimate pathwise
and then taking expectation. This does not work here because of the pathwise stability estimate
(3.0.1). To get around this problem, given a path independent mesh width h < 1, for each

realisation o = o(-,w), 05 = 0s(-,w), we let h,, denote (the largest) mesh diameter which satisfies
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the path-dependent criterion (3.0.1) and finally set h,, = min{h, h,,}. Then the approximation to
¢ = ¢(-,w) is taken to be ®" = @ N(he) We prove in Theorem 4.1.3 that

¢ — ‘I’hHLP(Q;Lw) < cp,r)h” ”fHL,‘(Q;ng) : (4.0.1)

for any 1 < p < r, provided the norm on the right-hand side is finite and the cross sections o, og
have bounded moments of any finite order. Here, ¢(p,r) denotes an absolute constant depending
only on (p,r), and the norms are the usual Bochner norms with respect to the probability space 2
(defined in Section 2.1). This result shows that the error in the Bochner norm on the left-hand side
decreases with deterministic rate h”, provided we are willing to use a finer mesh for any particular
sample where the resolution criterion (3.0.1) demands it. If we assume furthermore that the cost
C(-) to compute a single sample of ®" = ¢h«:N(he) (e.g. measured in floating point operations)
satisfies

C(phe N (he)y < ¢(w)hy

— w

for some v > 0 and that the sample-dependent constant ¢’ € L, (), for some p > 1, then the third

main result of this paper in Theorem 4.1.5 is that
Elc(@")] = 0 (h77) , (4.0.2)

where the hidden constant is independent of h. The important observation is that, on average,
the cost to compute a sample from ®" has the same cost growth rate (with respect to h) as the
sample-wise cost (with respect to h,,), despite some samples <I>h(w, x) being computed on a mesh

with h,, < h in order to satisfy the stability criterion.

Estimates, such as (4.0.1) and (4.0.2), play a crucial role in the complexity analysis of (mul-
tilevel) Monte Carlo methods for computing the expectation of (functionals of) the solution ¢ of
a randomised version of (3.1.1). Suppose £(¢) is such a functional - the quantity of interest -
and to simplify notation we write this as @ = £(¢) (a random variable). We approximate @ by
Qp := Q(®") with ®" described above and then approximate E[Q], by applying a sampling method
of choice to E[Qp] — we denote the result as Q.

As we have already mentioned, finding an accurate and efficient estimator @h of E[Q)] is at the
heart of the forward problem of Uncertainty Quantification (UQ), and to compare such methods,
we consider the computational e-cost CE(@h) of an estimator @h. That is, if € denotes a desired
accuracy (in the sense of root mean-squared error, see (2.4.2)), then Cc(Qp) is defined to be the

~

total cost for @, to achieve an accuracy of e.

By the general theory in [48], i.e. Theorem 2.4.4, the e-cost of standard and multilevel Monte
Carlo methods can be computed in terms of the parameter 7 in (3.0.2) (related to the regularity
of the data), the parameter v in (4.0.2) (related to the cost per sample), as well as another
parameter § that quantifies the speed of variance reduction (recall (2.4.33)) between levels of the
multilevel scheme and can also be derived from (4.0.1). In the fourth main result of this paper in

Theorem 4.1.8, we prove rigorously that
8 > 2n. (4.0.3)

To provide a bound on ~ that only depends on the regularity of the data it is necessary to
fix the solution method. Two particular examples that were used in our numerical results are
given in Example 4.1.6 and have already been discussed in Section 3.1.2. In particular, for the

asymptotically cheaper one of the two methods, the so-called source iteration, we have v < 147 (if
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certain assumptions on the relationship between h and N = N(h) are made). The general theory
in [48] then leads to the following respective upper bounds on the e-costs of the standard and the

multilevel Monte Carlo estimators Q\ﬂ/[ ¢ and @ﬂ/f LMC,

E[Ce(AfyC)} = O(e—(4+%)) and E[Ce(@}zleMc)} _ O(e_(g"'%)),

i.e. a theoretical gain of up to two orders of magnitude in e-cost. However, we will see in the
numerical section that this is overly optimistic, since the bound on the e-cost of the standard
Monte Carlo estimator is not sharp. Nevertheless, we do observe gains of (at least) one order of
magnitude.

The structure of the remaining chapter is as follows. In Section 4.1.1, we assume certain sta-
tistical properties on our nuclear input data, which allows us to prove that the explicit coefficients
we found in the results of Chapter 3 (e.g. the R(c,05) in (3.0.2)) belong to certain probabilistic
Lebesgue space(s). Using this result allows a simple proof of the probabilistic counterpart to (3.0.2)
to be made - with one caveat - we have to deal with the fact that the deterministic estimate is
subject to the stability condition (3.0.1) and hence we define h,, the largest mesh diameter which
satisfies the stability condition. Then, we prove (4.0.2) under certain assumptions, which are satis-
fied for given examples. In Section 4.1.2, we use the results of Section 4.1.1 to rigorously estimate
the  and 8 parameters from (2.4.3) and (2.4.33), respectively (i.e. (4.0.3)) and then make rigorous
statements about the standard and multilevel Monte Carlo methods. Finally, in Section 4.2 we
present a hybrid direct-iterative solver which allows us to more efficiently estimate the scalar flux
on the hierarchy of discretisations that multilevel Monte Carlo introduces. Numerical results are

presented in support of the chapter.

4.1 Application in Uncertainty Quantification

In Theorem 3.3.11, in the previous chapter, we proved a deterministic error estimate that is explicit
in its dependence on the input data, through the appearance of the terms R(c,0g) (for the cross-
sections) and || f||;,pw (for the forcing). The explicit dependence will be very important as we turn

our attention to the original objective - an error estimate when the input data is random.

4.1.1 Random Input Data and Probabilistic Error Estimates

To formally describe the random model, recall that we use w € Q to denote a random event from
the sample space © and P : Q — [0, 1] to denote an associated probability measure. Moreover, we
defined the Bochner space L, (€ X) :={g: Q— X | [, |lg][5dP(w) < oo} with associated norm
lgllL,@:x) = (Ellgl%] )1/;)7 for some normed space (X, ||+ ||x) - see Section 2.2. Now we have the

framework to state the appropriate counterpart to Assumption 3.1.2, for random input data.

Assumption 4.1.1 (Random Input Data) Assume os = og(w,-), 0 = o(w,+) and f = f(w,-) are
(possibly dependent or correlated) random C" fields, for n € (0,1), on each sub-interval of {Cj}?:l
(i.e. C,, random fields), such that

(a) o, 05 € Lp(%;C},) and (JS);iln,Ur;iln € L,(Q), for allp € [1,00);

(b) f € Ly, (;C},), for some p. € (1,c].

The set {c; }?:1 is defined as in Assumption 3.1.2. Moreover, we will again assume that the value
of each function at c; is taken to be the right limit for j =1,--- ,RX—1, and the left limit for j = XN.
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A class of suitable random fields that can be shown to satisfy Assumption 4.1.1, for some n >
0 and for all p, € [1,00), are log-normal random fields with an underlying Matérn covariance
(see Section 2.3.1), provided the means of logos, logo and log f belong to C}},, and the Matérn
smoothness parameter v is sufficiently big for each of the fields [199]. This will be discussed further
in Section 4.3.

Finally, for simplicity, we restrict ourselves to deterministic 04 = ca(z) € C],, with
0 < (04)min < 0a(z) < (04)max < o0, forall ze€][0,1], (4.1.1)

i.e., the absorption does not vanish anywhere and it is known. This implies that the distributions
of 0 = 05+ 04 and og differ only in their mean. This is by no-means a necessary assumption, and
the results generalise also to o4 (w,-) € Ly(2; C},,), for all p € [1,00).

To achieve a probabilistic equivalent to Theorem 3.3.11, the main result in the earlier part of this
paper, we only need to show that R(o,0g) € L,(2). Recall that we write @ to denote max{1, a},
for any scalar value a, and we note that in the case of a scalar random variable a € L,(€2) we also
have @ € L,(£).

Lemma 4.1.2 Consider the auziliary functions R;(c,05),1=1,...,4, defined in (3.2.27), (3.2.32),
(3.3.28) and (3.3.29), respectively, where og and o are assumed to satisfy Assumption 4.1.1. Then,
for all p € [1,00),

Ri(o,05) € Lp(Q), forall i=1,---,4, (4.1.2)

and hence, the constant in Theorem 8.8.11 also satisfies R(o,05) € L,(2), for all p € [1,00).

Proof. Consider Ri(a(w, ), 05w, )), for any i = 1,...,4 and for any w € €. To simplify the
presentation, throughout this proof we will suppress the w notation, i.e. we write og = og(w, -),
o = o(w,-). Note first that since ¢ = o5 + 04 we have o, < (04),.1, which we assumed to be a

constant independent of w. Moreover, any of the terms

Omax) (GS)Hlaxv ||U||n,pwa ||US||n,pw7 Omax» (US)max and ||U||n,pw

can be bounded by a constant ¢ times ||og||; pw, Where ¢ may depend on (0 4)max or ||oaln,pw, but
is again independent of w. From here it is easy to check that the functions R;(o,05),i=1,--- ,4,
can be bounded by an expression of the form
e T2 /2 gs -1
¢ (os)ain Tostoma ™ (1=Z]) (4.1.3)
O lloo

for some r; € {0,1,2} and ro € N, where ¢ > 0 is a constant independent of w (but possibly

min mn,pw/-

Let p € [1,00). To see that each of the functions R;(c,0g) is in L,(€2) let us first show that
(1—|los/ollec) " € Ly(). Re-writing

dependent on (04)_;. and ||oa

0< =95 T4 g (94)min <1,
o os+0a os+oa (08 )max + (04)max

it follows that

(1- oo>1§ (-(- <os>m(;A+)7:A>mx>)l= OO0 g

which is in L, () due to Assumption 4.1.1.

gs

g
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Substituting this bound into (4.1.3), we deduce that each of the functions R;(o, og) is bounded
by a product of random variables that are in L,(f2), for all 1 < p < co. Therefore, (4.1.2) is a
consequence of the Holder and Minkowski inequalities and it follows that R(o,0g) € L,(§2), for all
1<p<oo. m

We now establish a probabilistic counterpart of Theorem 3.3.11. To simplify the presentation,

let us suppose in the following that
N = N(h) = max{[ch™"], 4} , (4.1.4)

for some constant ¢ > 0 independent of h and w and where i € (0,1) is given in Assumption 4.1.1.

The assumption N > 4 guarantees that hlog N > h and so
h < N"'4hlogN+h" < b, (4.1.5)

for some different constant ¢’ > 1 independent of h and w.

From the definition of R3(0, o) in (3.3.28) and Assumption 4.1.1, R3(c, 0g) does not in general
belong to Lo () and hence it is impossible to satisfy the stability constraint (3.3.28) uniformly
across all samples w € 2, for any fixed mesh size h > 0. Instead, we will consider a sample-

dependent mesh size.

Let h > 0 be chosen arbitrarily, but independently of w such that hlog N(h) < 1. For each
w € Q, let hy, be the largest possible value for the mesh width such that the stability constraint
(3.3.28) is satisfied with 05 = o5(w,r), 0 = o(w,z) and N = N(h,). The stable numerical
approximation of the random field ¢(w, z) with maximum mesh width A is then defined to be the
field

O (w, z) = ¢h“’N(h”)(w7x) ,

where for each w, the approximation @™ N(")(w, x) is computed as described in Section 3.1.1
above, with spatial mesh size
he = min{h, hy} (4.1.6)

and with 2N (h,,) quadrature points.

This choice of h,, guarantees that (3.3.28) is satisfied for each realisation of og(w, z) and o(w, x).
However, since the random fields og and o are in general not uniformly bounded away from 0 or
infinity in Assumption 4.1.1, even if h is small there will be a set Qpaqa C © (of non-zero measure)
such that h, < h, for w € Qy,4, i.e. a set of realisations where the numerical approximation with
mesh width h is not guaranteed to be stable. Due to Assumption 4.1.1(a) the measure of the set

Qpaq converges to 0 in the limit, as h — 0 - we prove this in Section E.4.

Theorem 4.1.3 Let h € (0,1) be such that hlog N(h) < 1 and suppose that Assumption 4.1.1
holds for some 1 € (0,1) and for some p, € (1,00]. Then, ®"(w,-) exists for all w € Q and for
any 1 <p < r < p,, there exists a positive constant c(p,r) > 0 such that

I — "L L0y < e@:) IfllL, @icp,) B (4.1.7)

Proof.
Using the definition of ", Theorem 3.3.11, (4.1.4) and (4.1.5) together with Hélder’s inequality
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we have
6= "%, 01y = B[l — oM
< E[(R(.06) ¢ W1, M)
< (W (E[R(o,06)7)"" (E (1 (@, 5 o) )W
= () Wfls@ucp 1)
where
¢+t =p ', and c(pr) = C/HR(U,US)HL(;(Q) <o

due to Lemma 4.1.2. =

Remark 4.1.4 (Uniform Random Input Data) The cross sections g and ¢ are not assumed
to be bounded away from 0 or infinity uniformly in Assumption 4.1.1(a). If we strengthen the
assumption to hold for p = oo (i.e. uniformly bounded random fields) then we can choose p = r =
P« in (4.1.7). In particular, if p, = oo then ||¢ — ®"||;__(o,1..) converges with order h". Moreover,
since p = oo in Assumption 4.1.1 ensures R3(0,05) € Loo(€2), there exists a hyax > 0, such that
Ry > hmax for all w € Q. As a consequence, for all b < hpax, Qpad = @ and the stability constraint
(3.3.28) is satisfied with uniform mesh size h,, = h. As already outlined, this is not the case under

Assumption 4.1.1, in general.

For the general case of sample-dependent discretisations it is important to discuss the ezpected
computational cost per sample. Recall that for w € , we choose h,, according to (4.1.6) and
N (h,,) according to (4.1.4). Let us assume that with those choices of discretisation parameters,

the cost to compute one sample is bounded by

C(pM Ny < (w)h? | (4.1.8)

— w

for some v > 0. In Theorem 4.1.6 below, we give examples of solvers for (3.1.7)-(3.1.8) where
(4.1.8) holds with v € [1,3] and ¢’ € L,(2), for some p > 1. In the following lemma, we will show
that the expected cost to compute a sample of ®" will be of order h~7, even though some samples
®"(w, x) may need to be computed with a spatial mesh size h,, < h. This result exploits the fact
that the measure of Qy,,q goes to 0 as h — 0.

Lemma 4.1.5 Let h € (0,1) such that hlog N(h) < 1 and suppose that Assumption 4.1.1 holds
for some n € (0,1). Furthermore, suppose that the computational cost C(®"(w,x)) for solving
(3.1.7)-(3.1.8), for a given w € Q, satisfies (4.1.8) with ¢’ € L,(?) for some p > 1. Then,

E[c(®")] = O(h77) ,
and the hidden constant is independent of h.
Proof. Using (4.1.8), the first inequality in (4.1.5) and the definition of h,,, we get

C(®"(w,x)) < ¢ (w)hy?
= (w)max{h™7, (h,) 7}
< d(w) (K7 + Rs(o(w,), 08(w,-)7) . (4.1.9)
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Now, taking the expectation of (4.1.9) and applying Holders inequality

E[C(@"(w,2)] < E[dW)]h +E[¢(@)Rs(0(w,),05(w,")"]

< B+ (BE@) T (ERsotw, ) o5, "

where 1 < ¢ < oo issuch that p~!+¢~! = 1. By Theorem 4.1.2 and Assumption 4.1.1, R3(c,05)7 €

L,(£2) and so the result follows, since h was assumed to be less than 1. ®

Example 4.1.6 We will now give examples of Lemma 4.1.5 in practice. In Section 3.1.2, two
methods for computing the solution to (3.1.7) — (3.1.8) are presented. The first method is a
direct solver where first 1 is eliminated from the coupled system (3.1.7) — (3.1.8) and then LU
factorisation is applied to the resulting Schur complement system (i.e. the direct solver (3.1.11)).
The cost for this method is of order h,? (N(hy,) + hg') (see (3.1.12)) with a constant independent
of w [93]. Using (4.1.4) this implies that (4.1.8) holds with ¢’ independent of w and v = 3.

The second method is a type of Richardson iteration known as source iteration (i.e. the iterative
solver (3.1.13)). In that case, it can be shown that the cost is of order h ;' N(h,) (see (3.1.14))
with a constant proportional to —log (|los(w,-)/o(w, -)Hoo)fl [32, 93]. Using again (4.1.4), this
implies that (4.1.8) holds with v =1+ 7.

Corollary 4.1.7 Suppose the assumptions of Lemma 4.1.5 hold and system (3.1.7) — (3.1.8) is
solved with either of the Methods 1 or 2 in Ezample 4.1.6. Then, condition (4.1.8) holds with
d(w) € Loo(2) (Method 1, (3.1.11)) and ¢'(w) € L,(2), for all 1 < p < oo (Method 2, (3.1.13)).
Hence,

Elc(@")] = O(h™®) and E[C(®")] = O(h'77) , respectively,

and the hidden constants are independent of h.

Proof. For the direct solver, ¢ is independent of w, and hence trivially ¢/ € Lo, ().
In the case of the iterative solver, ¢/(w) is proportional to —log (||os(w,-)/o(w, -)||Oo)_1 [32].
Since [os(w,-)/o(w, )| € (0,1), for almost all w € Q, and since —log(1 —y) = > ro, y*/k > vy,

for all y € (0,1), we have
o] )<z )

where ¢ > 0 is a constant independent of w. As we have seen in Lemma 4.1.2, this implies that

d(w) < —c log(

¢ € L,(R), for all 1 < p < co. The expected costs follow from Lemma 4.1.5. =

4.1.2 Multilevel Monte Carlo Acceleration

From a practical point of view, we are interested in methods that allow us to accurately and
efficiently estimate the statistics of functionals of ¢ (or ). We focus on estimating E[Q], the
expected value of @), where Q(w) € R denotes a functional £ of ¢ representing some quantity we

are interested in. Here, we will consider the non-linear functional

1 q
Qw) = lolf = (/ |p(w, x)] dx) ,  for some integer 1 < ¢ < oo , (4.1.10)
0

i.e. the gth moment of the spatial average of |¢| (over [0, 1]), but we note the methodology also

applies to many other functionals. For each w € Q, we will approximate the random variable Q(w)
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by
q

M
Quw) = (1Y 10wzl | (4.1.11)

where ®"(w, -) is the approximation of ¢(w, -) using a spatial discretisation with mesh size h,, given
by (4.1.6) and a double Gauss rule with 2N (h,,) angular points defined by (4.1.4). Note that the
cost of computing Qy, is negligible compared to the cost of finding ®” itself.

From Section 2.4, we recall the (standard) Monte Carlo (MC) estimator

Nye

~ 1
MO . z") 4.1.12
h Noro ; Qn(Z") ( )

where Njs¢ is the number of Monte Carlo points/samples and Z" := (U”,U&]””)T7 where (for
each n € N) we assume o™, 0%, f™ denote, respectively, realisations of the random fields ¢, og and f
- they are assumed to satisfy Assumption 4.1.1.

Moreover, recall the assumptions (2.4.3), (2.4.4), i.e. there exist two constants a,~y > 0 such
that

EQ-il| = on (4.1.13)
E[C(Qn)] = O(h77), (4.1.14)

which allowed us to prove (in (2.4.13)) that the mean e-cost of the standard Monte Carlo estimator

is

Nyc
E[c.@9)] = E|Y C<Qh<Z">>] = NMucE[C@QW)] = O(¢*73) . (41.15)
n=1
Likewise, recall the MLMC estimator
L L 1 Ny
AMLMC . _ yMC _ - Y, (75" 4.1.1
QUINE = S TNC = 3 S i, (4116

where {Z“"}Y | denotes the set of i.i.d. samples on level £, of the random fields o, og, f, chosen
independently from the samples on the other levels. The optimal choice of Ny is given in (2.4.32).
Using the assumption (2.4.33), i.e. that there exists S > 0 such that

VY] = O(hf) , (4.1.17)

then it can be proven (see Theorem 2.4.4) that the mean e-cost of the multilevel Monte Carlo

estimator is

E[Cﬁ(A,Q“MC)} = O(G-Q—max{O’ <v—ﬂ>/a}), for B#£7 , (4.1.18)

with a similar result when § = ~.

Given the clear importance of the parameters «, 3, v, we would now like to estimate them
theoretically. We have already estimated the parameter v for two different solvers in Corollary
4.1.7 using the sample dependent mesh size. Let us now estimate o and g for the functional @ of ¢
in (4.1.10). These estimates can be deduced directly from the general estimate for ||¢p—®"|| (o)
in Theorem 3.3.11, following the proof of [47, Prop. 4.2].

Theorem 4.1.8 Consider the quantity of interest Q with q € [1,00) and its approzimation Qy,
defined in (4.1.10) and in (4.1.11), respectively. Let h € (0,1) such that hlog N(h) < 1 and
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suppose that Assumption 4.1.1 holds for some n € (0,1) and for some p. > 2q. Then, the bounds
in (4.1.13) and (4.1.17) hold with

a=m1n and B = 2a,

Proof. Let § € (0,1) and @ = min{n,1 — §}. Note first that it follows from (4.1.4), (4.1.5) and

the assumptions made on h that there exists a constant ¢ > 0 such that, for any w € €,
N(h,)™' + hy,log N(h,) +h? < min{ch?, 4} . (4.1.19)
Also note that ’E[Q - QhH < E[|Q — Q4] and that
vy < B < 2(B[l@ - Qul] +E[|Q - i ")

Thus, to establish bounds of the form (4.1.13) and (4.1.17) it suffices to bound the expected value
of |Q — Qn|¥, for k =1 and 2, in terms of h.

For each w € , let the random variable @, = Qp,_(w) denote the quantity of interest in
(4.1.11) computed using the sample dependent mesh size in (4.1.6) with ®"(w, -) = ¢/« N ) (w, ).

By using the expansion a? — b? = (a — b) Zg;é a?"1=9b7 | we have

1 q 1 q 1 qg—1
—@n = - h = — " =15 || gh |7
Q—Qn (/0 |¢|d:1c> (/0 ® |d:c> (/O 6] — | |dx>j§_:o||¢l " .

Applying the absolute value and using the reverse and the standard triangle inequality, as well as
the fact that ||@]]1 < ||¢|leo, we can deduce that

g—1
6 — @[ Y ol i 1"

Jj=0

|Q — Qnl

IN

q—1 .
16— "l > 161%™ (I0llos + lld = 2" [loc)” - (4.1.20)

=0

IN

Now, using Corollary 3.2.9 and Theorem 3.3.11 together with (4.1.19) to bound ||¢||c and ||¢ —
®"|| ., respectively, it follows that

[

= q—1-j
Q-Qul < elo— " (2= Ra(a )11

min

Q

<.
Il
o

Trmax J
(22 Ro (0, 05) 1/ + 4R(, 7))

min

for some constant ¢ > 0. Hence, using again Theorem 3.3.11, (4.1.19), as well as the inequalities
[fllsc < 1flln.pw and Ri(0,05) < R(0,05), we get

1

q—1 qa—
Umax .
Q —Qul < cllp— " (O_ = R(0,05) ||f|,77pw> 59
min J:O
5 (Trmax |
=7 <a 4 ) Ria,05)" | f 15 pw 1 - (4.1.21)
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For simplicity in the remaining presentation, let us define

Rs(o,08) == Tmax R(o,05) ,

Omin

from which it is easy to show R5(o,05) € L,(Q2), for all p € [1,00), following Theorem 4.1.2.
Finally, since f € L,, (Q2;C},,) and R5(0,05) € Lyp(2), for all p € [1, 00), it follows from (4.1.21)
together with Holder’s inequality that, for &k = 1,2,

ch?

k
k k
=) IRstosas 5 1152 g B0 < <0

Eflo- Qi) < (
where r € [1,00) is defined by r=! + p; 1 = kg~! and ¢ > 0 is a constant independent of h. This

completes the proof. m

Corollary 4.1.9 Suppose the assumptions of Theorem 4.1.8 hold and system (3.1.7)-(3.1.8) is
solved with Method 2 in Exzample 4.1.6, and let 6 € (0,1) be arbitrary. Then, the e-costs of the
Monte Carlo method and of the multilevel Monte Carlo method satisfy, respectively,

]E[CG(A%C)] = O and E[CE(A}ILVILMC)} — 0,

1
where x 1= max{nn, (5} > 0.

Corollary 4.1.9 implies that, when y = §, the multilevel Monte Carlo method is optimal i.e.
the computational cost is O(e72) (recall from Section 2.4.3 that this is proportional to the cost
of a single standard Monte Carlo sample). This occurs when 7 > 1 (which our analysis does not
cover, although we will numerically consider this case in the next section).

We will now introduce a more efficient way of computing an estimate of the scalar flux ¢, when
using a sequence of discretisation parameters e.g. MLMC. We note that it is trivial to show that

the result of Corollary 4.1.9 extends to this new solver.

4.2 A Hybrid Direct-Iterative Solver

To compute samples of an estimate of the scalar flux, and thus of a quantity of interest, we propose
a hybrid version of the direct and the iterative solver for the Schur complement system (3.1.11)
described in Section 3.1.2.

The cost of the iterative solver depends on the number K of iterations that we take. For each
w, we aim to choose K such that the Lo-error ||¢(w, ) — ¢ (w,")||2 < e. To estimate K we fix
h =1/1024, N = (2h)~" and d = 3600 and use the direct solver to compute ¢" = ¢ ") for each
sample w. Let g(w) := |jog(-,w)/o(-,w)|leo- For a sufficiently large number of samples, we then
evaluate

log (|| (w,) — ¢"(O(w,)],)
K log (o(w))

and find that this quotient is less than log(0.5) in more than 99% of the cases (at least in the

specific case considered in the numerical results in Section 4.3), for K = 1,...,150, so that we can
choose ¢ = 0.5 in (3.1.16). We repeat the experiment also for larger values of i and smaller values
of d to verify that this bound holds in at least 99% of the cases independently of the discretisation

parameter h and of the truncation dimensions d.
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Hence, a sufficient a-priori condition to achieve ||¢" (w) — ¢ () (w)||2 < € in at least 99% of the

K = Klew) = max{ 1 {%] b (12,1

where [-] denotes the ceiling function. It is important to note that K is no longer a deterministic

cases is

parameter for the solver (like M or N). Instead, K is a random variable that depends on the
particular realisation of og. It follows from (4.2.1), using the results in [47, §2], [89] as in Section
3.1, that E[K (e, -)] = O(log(e)) and V[K(e,-)] = O (log(e)?), with more variability in the case of
the exponential field.

Recall from (3.1.12) and (3.1.14) that, in the case N = (2h)~! = M/2, the costs for the direct
and iterative solvers are ¢;M?> and co K M2, respectively, for two constants ci,co > 0. In our
numerical experiments, we found that in fact ¢; = co, for this particular relationship between
M and N. This motivates a third “hybrid” solver, which we present in Algorithm 1, where the
iterative solver is chosen when K(w) < M and the direct solver when K(w) > M. This allows us
to use the optimal solver for each particular sample - in the case of the hierarchies that appear in

MLMC, we adaptively adjust the solver dependent on the level and the sample.

We finish this section with a study of timings in seconds (here referred to as the cost) of the
three solvers (i.e. (3.1.11), (3.1.13) and Algorithm 1). In Fig. 4-1, we plot the average cost (over
16,384 MC samples) divided by M, g’, against the level parameter £. We observe that, as expected,
the (scaled) expected cost of the direct solver is almost constant and the iterative solver is more
efficient for larger values of M,. Over the range of values of M, considered in our experiments, a
best fit for the rate of growth of the cost with respect to the discretisation parameter hy in (2.4.4)

is v & 2.1, for both fields (asymptotically this is the same as the source iteration method).

Algorithm 1: Hybrid direct-iterative solver of (3.1.10), for one realisation of the input

data
Data: Realisation of input data, og and o;

Data: A desired accuracy e;

Result: An estimate of the scalar flux

-

Compute ¢ := ||og/0]|c and

if K < M then
2 ‘ Compute & = ®5) in (3.1.10), using K (source) iterations of the method (3.1.13);
3 else
4 ‘ Compute ® in (3.1.10), using the direct method (3.1.11);

5 end

4.3 Numerical Results

Until now, the random structure assumed in Assumption 4.1.1 has been unspecified. For our nu-
merical results, we assume log og is a correlated zero mean Gaussian random field, with covariance
function defined by the Matérn class (recall Section 2.3.1)

2~V w—y|>” ( |z —y|
C,(x,y) = o2, (2 v K, | 2y/v
(z,y) ) Vv o Vv .

S ) . (4.3.1)
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Figure 4-1: Comparison of the average costs of the solvers (actual timings in seconds divided by
M}) for the (Left) Matérn field and (Right) exponential field.

It is parametrised by the smoothness parameter v > 0.5; A\¢ is the correlation length, o2, is the

variance, I' is the gamma function and K, is the modified Bessel function of the second kind.

r

To sample from og we use the (d-truncated) Karhunen-Loeve (KL) expansion of logog, i.e.,
d
logos(z,w) = Y V& mi(z) yiw) (4.3.2)
i=1

where y; N (0,1) and the &; and 7); are the eigenvalues and the Lo (0, 1)-orthogonal eigenfunctions
of the covariance integral operator associated with kernel given by the covariance function. This
was discussed in more detail in Section 2.3.2.

For our specific examples we consider og as two Matérn fields that belong to C", for some
n > 0. For the first case, we choose v = i = 0.5'. This corresponds to the exponential covariance
(i.e. (2.3.6)) and in the following will be referred to as the ‘exponential field’. For the second
case, denoted the ‘Matérn field’, we choose n = 1.5. The correlation length and variance for both

2

cases are A\c = 1 and o7, = 1, respectively. As in Section 3.4, we assume o4 = exp(0.25) and

f =exp(1).

For the discretisation, we choose the same uniform spatial mesh and quadrature rule as in
Section 3.4 and fix the number of angles by N = (2h)~! for the Matérn field, and N = 2[2h~1/2]
for the exponential field. We empirically choose the (finite) number of KL terms as 8h~! for the
Matérn field and 225h=1/2 for the exponential field. This is to ensure that the error due to the
truncation is negligible compared with other errors. We note that, even for such large number of
KL modes, the sampling cost of the KL expansion does not dominate because the randomness only
exists in the (one) spatial dimension.

We will consider two measurements of error in the mean, E[||¢ — ¢™N )| ] and E[||Q — Qnl|oo]
(where @ is defined in (4.1.10) and we take ¢ = 1). We estimate ¢ by a reference solution with
h=1 =512, N = 256, and we choose 2048 / 3600 KL modes for the Matérn and exponential fields,
respectively. The expectation is estimated using a standard Monte Carlo estimator (cf. (2.4.8) or
[93]) with 32,768 samples.

In Figure 4-2, we present the numerical results which support the error estimate in Theo-

rem 4.1.3. For this error estimate, we observe O(h) convergence, for both random fields, despite

lwe recall from Chapter 2, that a Gaussian random field equipped with a Matérn covariance function (with

smoothing parameter v) is [v] — 1 times differentiable
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Figure 4-2: Convergence of the mean error(s) E[||¢ — ¢V ™| ] and E[||Q — Qn|ls0], With N =
(2h)~' (Matérn) and N = 2[2h~'/?] (Exponential). In the image, ‘Mat’ and ‘Exp’ refer to the
Matérn and exponential random fields respectively, and ¢ and @) denote the mean error in ¢ and
Q respectively.
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Figure 4-3: Comparison of the variance of the quantity of interest on each level, @y, and the
variance of the difference process Y; = Qy — Qu—1, for two random fields. (Left) Matérn and
(Right) exponential field.

1 = 0.5 for the exponential random field. For deterministic or random fields, there exists a O(h")
convergence part which would ensure our estimates are sharp. However, in practice we do not
always observe it. We also note the accelerated O(h?) convergence for the error E[||Q — Qn|lo)s
which arises due to the additional smoothness @) has over ¢.

We now wish to study the efficiency of the Monte Carlo method(s) and justify the underlyling
assumptions (2.4.3), (2.4.4) and (2.4.33) (and (2.4.24) for QMC), we numerically estimate the
parameters «, v and S (and \) in those assumptions. In Figure 4-2, we already observed that
E[|Q — Qnlloc] = O(h?) for both random fields, i.e. a = 2. Likewise, in Figure 4-1 we observed
that v ~ 2.1 (for N = N(h) = (2h)~!, for the Matérn field) - we also observed v ~ 1.5 for the
exponential field (where N = 2[2h~1/2]). Moreover, from Figure 4-3 we observe 3 ~ 4.1 and
B = 2.0, for the Matérn and exponential fields, respectively. These rates are summarised in Table
4.1.

To estimate the parameter A in (2.4.38), we need to study the convergence rate of the QMC
method with respect to the number of samples Ngasc. This study is illustrated in Fig. 4-4. As
expected, the sampling error of the standard MC estimator converges with O(NA_/Ilc). On the other

hand, we observe that the sampling error of the QMC estimator converges approximately with
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Figure 4-4: Sampling error plotted against the number of samples, for the standard Monte Carlo
and quasi-Monte Carlo estimators: (Left) Matérn and (Right) exponential field.

O(NEN}/[GC) and (’)(N@}fc) (or A =0.62 and A = 0.71) for the Matérn field and for the exponential
field, respectively. This estimate of X is also summarised in Table 4.1.

Furthermore, in Figure 4-5 we present numerical results comparing the computational e-cost of
the standard, quasi, multilevel and multilevel quasi-Monte Carlo methods, when estimating E[Q)].
We observe r, where the computational cost is €~", to be: 3.3, 2.2, 2.1 and 1.3, for the Matérn field;
and 3.4, 2.8, 2.4, 2.3, for the exponential field; for the standard, quasi, multilevel and multilevel
quasi-Monte Carlo methods respectively. To help the unfamiliar reader with the computational
e-cost plots presented in this thesis (e.g. Figure 4-5), we outline some important details of these

plots below in Remark 4.3.1.

Remark 4.3.1 Computational e-cost plots, such as Figure 4-5, are taken on a log-log scale. They
measures the change in (log) cost (along the y-axis) compared with the change in (log) root-MSE
accuracy (see (2.4.2), along the x-axis).

The plots should be read right to left (for increasing accuracy) and from the bottom to the top
(for increasing cost). Initially it may seem unintuitive to read right to left, however the plot is
structured in this way as the € > 0 is larger to the right and smaller to the left.

To estimate the rate of growth of the computational e-cost of a particular estimator, we compute
the gradient of the curve. That is, if (€1,C1) and (e2,C3) each denote an accuracy and cost pair

(that lies on the line), such that €1 > €3 and C; < Ca, then the rate r (where the computational

_ le(@)
B log (2—;) .

For example, for the MLMC' estimator in the left plot in Figure 4-5, we see that (approzimately)

cost is € ") can be estimated by

C, = 1072 cost corresponds to e = 1072 root-MSE accuracy and Co = 1072 cost corresponds to

€2 = 1075 root-MSE accuracy. Hence,

1 1012

08 (10*2) log (10, 000) 5

T = = = .
log (igig) log (100)

In Table 4.1 we give compare the rates of: (i) the theoretically estimated e-cost, using (2.4.13),
(2.4.27), Theorem 2.4.4 (also Corollary 4.1.9) and (2.4.39), along with the theoretically derived
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n Qltheo 5theo Ytheo Theoretical Qobs ﬁobs Yobs >\0bs EStimated Observed
e 10 3.1 3.3
MLMC 2.0 _ 2.0 21
Que | 18| R0 ~20 20 20 41 21 . 53 9.9
MLQMC ) . 1.2 L3
MG 5.0 2.8 34
MLMC 3.0 ) 2.0 24
Quc | 08| 05 10 15 20 20 15 . 59 58
MLOMC - : 1.4 2.3

Table 4.1: Summary of computational e-cost rates r, where for an estimator Q, E[C(Q)] = O(e™").
We estimate 7 in the following ways: ‘Theoretical” uses the parameters in (4.3.3); ‘Estimated’ uses
the numerically observed obs, Bobs, Yobs and Agps; ‘Observed’ uses the observed rates from Figure
4-5.

rates (4.3.3), i.e.?

Qtheo = min{n, 1- 6} , Btheo = 20heo VYtheo = min{?, 1+ 7]} ; (433)

(i) the numerically estimated e-cost, using (2.4.13), (2.4.27), Theorem 2.4.4 and (2.4.39), along
with the numerically observed parameters aobs, Sobs, Yobs Presented in the table; (iii) the numeri-
cally observed e-cost, estimated from Figure 4-5 and already mentioned in the previous paragraph.

The discrepancy between aops and SBops compared with the theoretical parameters in (4.3.3)
leads to the theoretically proved e-cost rate(s) in Table 4.1 to be pessimistic. As noted above, this
is due to not always observing the O(h") convergence part for certain problems, and because @
is smoother than ¢. However, we observe good agreement between the mean e-cost of the Monte
Carlo estimator (4.1.15) and the multilevel Monte Carlo estimator (4.1.18), for the numerically
observed parameters.

We conclude that the multilevel Monte Carlo method gives us excellent gains over the Monte
Carlo method, with up to two orders of magnitude gain theoretically and over one order of magni-
tude gain numerically, for both random fields. The discrepancy between the theory and numerics
here arises because, for the two specific cases we consider, our error estimate is not sharp.

We note that we also observe substantial gains from the QMC methods. In particular, we
observe almost a full order of magnitude gain numerically for the quasi-Monte Carlo estimator
over the standard Monte Carlo estimator, and a similar gain for the multilevel quasi-Monte Carlo
estimator over the standard multilevel Monte Carlo estimator (for Matérn field). This is despite
using an “off the shelf” generating vector. It is left as future work to theoretically justify the

improvement that the QMC rules bring, and to find an optimal generating vector for this problem.

2for problems where we consider random fields with smoothness parameter 1 > 1, we note that C;l,[,& C ng
(and similar). Hence, results such as Theorem 4.1.8 hold, when 7 is replaced by 1 — 4.
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Figure 4-5: Cost (in seconds) plotted against e (accuracy) on level L for standard, quasi, multilevel

and multilevel quasi-Monte Carlo. (Left) Matérn field and (Right) exponential field. Details on
reading this plots is given in Remark 4.3.1.
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In this chapter we will apply the Monte Carlo techniques for Uncertainty Quantification (pre-
viously discussed in Chapter 2) to more physically relevant problems in radiative transport (than
the mono-energetic 1D slab geometry fixed source problem considered in Chapter 3 — Chapter 4).
In particular, we will consider the criticality problem (Section 1.1.3) in the 1D slab geometry, and
we will also extend our previous 1D fixed source calculations to include problems in two spatial
dimensions.

For the criticality problem, the random model will be based on the (deterministic and homo-
geneous) Los Alamos benchmark (two) presented in [190]. We introduce uncertainty by adding
uniformly distributed random variable(s), representing measurement error for example, to the de-
terministic nuclear input data. To compute the eigenpair of interest, we propose an iterative
eigensolver which uses a single source iteration within each iteration of a shifted inverse iteration.

We also consider two fixed source problems in a 2D spatial domain. The first problem is a
simplified version of the C5-MOX problem presented in [43, 212]. The second problem mimics a
concrete shielding problem, with a source of particles to the left side of the domain (e.g. particles
leaving a reactor) and a detector on the right side of the domain. As part of the shielding problem,
we have designed a novel model for nuclear cross-sections within heterogeneous concrete - which
uses a realisation of a Gaussian random field, to ensure spatial correlation, combined with a
sequence of maps which enforce distinct interfaces between different material types (and hence

cross-sections) within the concrete.
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For each of the aforementioned problems, we will begin by discussing the relevant radiative
transport problem. We then define our chosen discretisation and present the methodology used to
estimate a solution. Only then will we discuss the specific model of uncertainty considered. We
finish by presenting numerical results which allow us to compare the efficiency of the variants of

Monte Carlo sampling.

5.1 Ciriticality Problem in One Spatial Dimension

5.1.1 Model Problem

The criticality problem considered in this section comes from the mono-energetic 1D slab geometry
problem, originally discussed in (1.3.6). We assume the cross-sections are isotropic in angle and
the (spatial) domain contains a single spatially homogeneous material. Then, given some random

input data
Z(w,) = Zw) = [osw),0aw),0r(w),v(w)] .

For each realisation of the input data, we are interested in the eigenvalue problem: Find the

smallest eigenvalue A\t (w) € RT and the angular flux ¢ (w, z, 1) # 0 such that

oy

Py @ o) + oW(w,z,p) = [osW) + Aait(W)r(w)or(W)] $(w, ) , (5.1.1)

1
where d(w,z) = %/1¢(w,x,u’) dy | (5.1.2)

for x € [0, LiLay], 4 € [~1,1] and for almost all w € €, where ¢ denotes the scalar flux and
La € R™ denotes the width of the interval. The existence and uniqueness of \¢i; was previously

discussed in Remark 1.1.2. We select the zero incoming flux boundary condition:
Y(w,0,p) = 0, for p>0 and (w,Lay,p) =0, for p<O0, (5.1.3)

which hold for almost all w € 2. We note that for the Los Alamos benchmark (two) [190] considered
in this section, L(1,a) := 3.707444 centimetres.

5.1.2 Discretisation

For each realisation w € €, (5.1.1) — (5.1.3) represents an eigenvalue problem in two independent
variables, space and angle. For ease of presentation, let us suppress the dependence on w for the

moment.

We consider the same discretisation of (5.1.1) — (5.1.3) that was previously used for the spatially
one-dimensional fixed source problem (see Chapter 3). That is, we discretise in angle using a double
Gauss quadrature rule, with 2N-points uy € [—1,1]\{0} and the corresponding weights wy € R*.
We discretise in space by using a Crank Nicolson scheme on a uniform mesh 0 =z < z; < ... <
xy = L,a). Subsequently, the discrete scheme for (5.1.1) — (5.1.3) is: Find the smallest AN >0
and the family of (non-zero) continuous piecewise-linear functions {wZ’N 2N, (with nodal values

{z/JZJN}) such that

YN N nN | hN
oy k. e kil + o kg 5 k=1l _ [Us—l—)\h’Nl/O'F} (;5;1’71\1[/2, (514)
J
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forj=1,---,M, |k|=1,...,N, where

N h,N h,N
1 (LT T
h,N _ - k,j k,j—1 .
¢j71/2 = 3 E W forj=1,...M, (5.1.5)
|k|=1
and with the no-inflow boundary conditions
Zév =0, for k>0 and 1/}21\]\; =0, for kK<O. (5.1.6)

5.1.3 Solution Methods for the Criticality Problem

The criticality problem, previously discussed in (1.1.16), is an example of a generalised eigenvalue
problem [174, 178], so-called as it is a generalisation of a typical eigenvalue problem to the problem:
Find (A, z) satisfying 20z = ABzx, for given operators 2 and B.

In the context of (general) radiative transport before discretisation, the criticality problem
seeks the smallest (real and positive) eigenvalue At (or the largest keg := (1/Aerit) € RT) and its

corresponding eigenfunction ¥ # 0, such that
(T_ 5)¢ = )‘critfd} 3 (517)

where T, S and F are defined for the full radiative transport equation in (1.1.8) — (1.1.10) respec-
tively. The existence and uniqueness of the eigenpair was already discussed in Remark 1.1.2, for
problems with homogeneous cross-sections and no-inflow boundary conditions.

There are a vast array of techniques available to find approximations of the eigenpair (Aeyit, ¥)
satisfying (5.1.7), we refer the reader to the books [15, 174, 201] for introductory material on some
of these methodologies. Broadly speaking the techniques can be separated into two categories;
direct eigensolvers, and iterative eigensolvers.

Direct eigensolvers, such as the the QR algorithm - which involves computing a full QR factori-
sation of an appropriate matrix - have the advantage of being able to compute the entire spectrum
at once, but they can be prohibitively expensive and in our problem we are only interested in the
eigenpair corresponding to the smallest positive real eigenvalue.

In comparison, iterative eigensolvers typically find only a subset of the spectrum. They consist
of an (outer) iteration, where for each iteration we must solve a fixed source problem. If we choose
an iterative solver, to estimate the solution of each fixed source problem, then we also have an
inner iteration. Such outer-inner iteration combinations for eigenvalue problems are known as
inezact iterative methods (assuming that the iterative solver does not compute the solution to the
inner source problem exactly). There is an extensive literature on the theory of inexact iterative
methods outside of radiative transport, see for example [71, 88, 126] and related references, but
only recent literature within radiative transport, e.g. [178].

Below we will discuss an iterative eigensolver for computing the eigenpair in (5.1.7) - the power
iteration and its variants. Whilst this is a popular deterministic method for finding eigenpairs
in radiative transport, there are also many other possibilities to choose from. For example, [206]
detail the application of a type of Krylov subspace method, and stochastic methods e.g. MONK®
(developed by the ANSWERS® software service) are commonplace in industry.

Remark 5.1.1 The statements made in the proceeding discussion will be general statements about
the power iteration method (and its variants). However, we illustrate the details of the power

iteration for the (specific) transport criticality problem (5.1.7) and in this case, simplifications to
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the aforementioned statements can be made. For example, the statement ‘the smallest eigenvalue
in absolute value’ - regarding (inverse) power iteration - is equivalent to the statement ‘the smallest
real and positive eigenvalue’ for the transport problem (5.1.7), because (5.1.7) only has positive real

eigenvalues (see Remark 1.1.2).

5.1.4 (Inverse) Power Iteration

One of the simplest and most well known methods for computing eigenpairs is the so-called power
iteration, which aims to find the largest eigenvalue (in absolute value) and its corresponding eigen-
function satisfying a given eigenproblem. However, we are interested in the smallest eigenvalue
(in absolute value). This leads us to one popular method known as the Inverse Power iteration
[15, 178, 206]. As the name suggests it is closely related to the power iteration - in fact, it is a
power iteration but the eigenproblem is re-written. To see why this gives us the smallest eigenvalue

(in absolute value), re-write (5.1.7) as

1

Y = (T -8)"' Fy, (5.1.8)
crit

and then apply the standard power iteration to this eigenproblem, i.e. iteratively apply (T — S )71 F
to the previous estimate (and normalise):

w(n—i—l) = Cp (T_S)_lfw(n)7 for n:Oala"' ) (519)

where ¢,, denotes a normalisation constant, e.g. ensuring [[¢)("*)|| = 1 in a chosen norm. Under
appropriate conditions, this gives us the largest ke = (1/Acrit) (in absolute value), and the corre-
sponding eigenfunction, satisfying (5.1.8). This is equivalent to acquiring the smallest (in absolute
value) eigenvalue A, and the corresponding eigenfunction, satisfying (5.1.7). Note that for each
n, finding the next estimate (1) in (5.1.9) is equivalent to solving a fixed source problem, with
fixed source Fy)(™ (and then normalising).
After each iteration of (5.1.9), Aqit can be estimated by the (generalised) Rayleigh quotient on
Ly(D x A), defined by
@M (T = 8) ™) 1, pxa)
(W™, Fp) 1D ’

where (-,-)1,(px.4) denotes the standard Ly-inner product over space (D) and angle (A). To get

AP =

(5.1.10)

some intuition on where (5.1.10) comes from, consider (5.1.7), multiply it by 1 and integrate over

the domain of D x A and then re-arrange:

1/)(7‘_8),(/) — / )\wf1/} — A = <w7(T_S)w>L2(D><A) ’

DxA Dx A (V, FU) L, (DxA)

assuming the denominator does not vanish, and where we note that for two functions f, g € La(X),
for some space X, then (f,g9)x == [y f 9.

The (inverse) power iteration (5.1.9) combined with (5.1.10) is sometimes called the Rayleigh
quotient iteration.

Now consider the discretised version of (5.1.7), i.e. when the operators 7, S and F are ap-
proximated by matrices (T, S and F respectively) and the eigenfunction ¢ is approximated by
a vector of coefficients ¥ (applied to some set of basis functions). Then provided that: (i) the
smallest eigenvalue (in absolute value) is simple; (ii) the initial guess ¥ (again applied to a set

of basis functions) is not orthogonal to the direction of the eigenfunction; it can be shown that the
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inverse power iteration converges to the smallest eigenvalue (in absolute value) [174]. Moreover, it
is well known (see [174, Theorem 4.1]) that the convergence of the inverse power iteration depends
on the so-called dominance ratio, |[\1/A2|, where A1, Ao denote the smallest and second smallest
eigenvalues (in absolute value) respectively.

The problem, in the context of radiative transport, is that for many real-life reactors the
dominance ratio is close to 1 [158, 206], i.e. the inverse power iteration exhibits poor convergence.
In such cases, the paper [206] observed fewer iterations for its Krylov subspace method. Below
we will discuss a standard method for accelerating the convergence of the inverse power iteration,

known as shifted inverse iteration.

Shifted Inverse Iteration

Consider a scalar-valued shift p € R, chosen such that
A —pl <[A2=p| <[As—p[<--- (5.1.11)

where we assume A1 # A2 denote the first and second smallest eigenvalues (in absolute value)
for the non-discrete problem (5.1.7). In the context of the transport problem (5.1.7), A\ = Aeit-
Then, the shifted inverse iteration is simply the inverse power iteration applied to the following
eigenproblem

(T=S=pF) = QAait —p) F, (5.1.12)

ie. (5.1.7) with pF4 subtracted from both sides (inverse power iteration and shifted inverse
iteration are equivalent when p = 0). Subsequently, we know the convergence of the shifted inverse
iteration will depend on the (shifted) dominance ratio, i.e.

A1 = pl

A2 —p|
Therefore, if we choose p &~ A1 (and closer to A\; than Ay) and the assumption (5.1.11) holds, then
the convergence of the shifted inverse iteration can be faster than standard inverse iteration.

For transport problems within reactor physics, acquiring a good choice for p is often simple.
This is because most reactors are designed to ensure that Aqi = 1 (or at least close to 1, with
some safety margin) and hence choosing a fixed shift p = 1 is often a good starting guess. The
shift p does not have to be fixed for all (outer) iterations, and can be updated at each iteration
(e.g. see ahead to the Rayleigh quotient shift (5.1.17)).

The shifted inverse iteration will be an important method for our computations and hence we
present an algorithmic representation of it in Algorithm 2. In this representation, we have assumed
the use of the source iteration method (see (3.1.13)) for the inner source problem, but the method
can easily be adapted to use another iterative, or a direct, solver. There are five main steps to
this algorithm for shifted inverse iteration: (i) a stopping criterion for the outer iteration; (ii) a
stopping criterion for the inner iteration; (iii) a choice of normalisation; (iv) an estimate of the
eigenvalue; (v) an update of the shift. There are many possibilities one may choose here, however
in Algorithm 2 we present the following suggestions (and in our later numerical computations we
will use the discretised version of Algorithm 2).

We define the outer stopping criterion as: For any n € N, find A" and 4" such that

resil = H (T-8=2"F) ™| < e, (5.1.13)

I
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where we introduce the norm! || -[|; := [WT ! ||, (p) and note that the operator W is defined in
(1.1.4). At the (n — 1)th outer iteration, with p(»~1) and F1)(»~1) given and fixed, we can define
the inner stopping criterion as (however, in our computations we will follow a simpler approach,
as outlined later in Section 5.1.5): For any k € N, find $("=LF) guch that

< €in (5114)

inn

O H (T—S _ p(n—1)]_-) G=1R) _ Fy(n=1)

I

where 1[)("}“) denotes the approximation to the angular flux ¢ (given a fixed source F1") at the kth
iteration of the inner solver (i.e. source iteration). Once k is sufficiently large such that (5.1.14) is
satisfied, then we define ¢(") := ¢)("=1L.F) " Subsequently, we acquire the new eigenfunction estimate
(™ by normalising 1/;("):
MO R ,
W™l L, ()

where we assume that the denominator is non-zero (we have observed this in our computations).

(5.1.15)

For the eigenvalue update, we use the (generalised) Rayleigh quotient, i.e.

)\(n) — <w(n)7 (T - 8) w(n)>L2(D><_A)

5.1.16
WM, FM) 1 pxay ( )

where (-, ) 1,(px.4) denotes the Ly-inner product over space (D) and angle (A). Finally, we choose
the Rayleigh quotient shift, i.e.
P = A (5.1.17)

Another option for the shift would be the ‘non-standard Rayleigh quotient shift’ given in [178],
which is proven to have better convergence properties than the standard Rayleigh quotient shift
(5.1.17). We do not consider this here.

Lthe || - || norm links the non self-adjoint eigenvalue problem (5.1.7), with an underlying self-adjoint eigenvalue
problem (related to the integral equation form of the RTE), see [178] for details
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Algorithm 2: Shifted Inverse Iteration with inner source iteration solve

Data: Initial estimate of the eigenfunction 1(?) and an initial shift p(®);
Data: Desired accuracies for the outer iteration, €.y, and the inner iteration, €j,.
Result: Approximation of the eigenpair: Aei¢ &~ AT and 9 ~ (1),

1 Initialise n = 0;

(n)

2 while res, ; > €,y do

3 Compute F(™ (in some sense, the new fixed source);
4 | Initialise k = 0 and ¥~V = 0;

5 | while res”" > ¢;, do

6 Compute 1% such that

Gk — 1 (Uswqjj(n,kq) 1 ‘/—_-w(n))

(n,k+1)

inn

Update the residual res
7 k=k+1;
8 end
9 Set (D) = (k=1
10 Acquire ("1 by normalising 1"+ according to (5.1.15);
11 Update the eigenvalue estimate A(**1 according to (5.1.16);
12 Update the shift p(»*1) according to (5.1.17);

according to (5.1.14);

13 Update the residual resgﬁjl) according to (5.1.13);
14 n=n+1;
15 end

5.1.5 One Inner Iteration

The shifted inverse iteration can lead to substantial gains over the standard inverse iteration
[158, 178, 206] - but it is not without its issues. The solution (1)) at the nth outer iteration) to

the inner fixed source problem
(T=8=p™F) 0 = (A = p") Fp=1) (5.1.18)

can be approximated by solving the linear system associated with the matrix discretisation of
(5.1.18). However, particularly when choosing the Rayleigh quotient shift p(™), defined in (5.1.17),
the matrix discretisation of (T —-S—pm™mF ) becomes nearly singular (for large n), and iterative
methods (such as source iteration) may struggle to converge (leading to a large, or potentially
infinite, number of required inner iterations to accurately estimate the solution to the inner fixed
source problem)?.

We now suggest an alternative that seeks to avoid this issue. Motivated by the analysis in [178,
§3.2], we see that finding even a very rough solution of the inner problem can lead the inexact
inverse iteration to converge - where it is shown that quadratic convergence of Algorithm 2 can
be achieved (under a fairly weak condition on €,). We omit any further details as it is beyond
the scope of thesis and refer the interested reader to [178]. Moreover, we find by experiment that

solving the (approximate) inner fixed source problem by one source iteration (in line 6 of Algorithm

2provided the matrix isn’t singular, this actually aids the outer iteration. This is because, and quoting [15, pg.629],
“any resulting large perturbations in the solution will be rich in the eigenvector [for the matrix discretisation of
(5.1.18))”
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2) gives a reliable overall convergent approximate inverse iteration method for the problems we
have considered. For the remainder of this thesis this method is referred to as the one inner

iteration method.

Remark 5.1.2 The (quadratic) convergence result mentioned above is relevant when the shift in
Algorithm 2 is taken to be the non-standard Rayleigh quotient shift defined in [178, eq.(3.23)].
However, a similar result was also proven ([178, Corollary 8.6]) which shows linear convergence
of Algorithm 2 when a fized shift is taken (but with a stronger condition on €;,). Moreover, the
“convergence analysis ... is given only for the continuous problem”, i.e. (5.1.7). Nonetheless “it

provides a guide to how iterations behave in discrete cases” [178].

The use of ‘single inner solves’ appears in a number of other contexts. For example, the CACTUS
module within the WIMS code (developed by the ANSWERS® team) and the specific method of
perturbation technique discussed in [178], employ a similar strategy.

It is left for future work to analyse and compare the one inner iteration to the standard
shifted inverse iteration, and other eigensolvers. From our (limited) numerical results, the one

inner iteration method exhibits the same linear®

convergence (of a sequence, see Remark 5.1.3
for details) of A" (with respect to iterations, see ahead to Figure 5-2) that is observed in [178]
for the standard inverse iteration. Moreover, in our numerical experiments the cost of the one
inner iteration is smaller than that of the shifted inverse iteration because, for the shifted inverse
iteration, the number of source iterations used to estimate the solution of the final (inner) source

problem reaches the maximum number of iterations that we allow in our code.

Remark 5.1.3 A sequence XY, X?) ... is said to converge with order r if

)\ (n+1)
lim PAerit = A | < ¢, (5.1.19)

n—oo ‘)\cn‘t — )\(")|7" -

for some constant ¢ > 0. Linear convergence is a special case when r =1, ¢ € (0,1) and the in-

equality is replaced by equality. Practically, we can estimate r by using the following approzimation

(n+1) _y(n)
og (|35 )

A(n) _)(n—1)
. . (5.1.20)
1 A(n) _)(n—1)
Og | | xtr=D—a(n=2

In the specific case below, i.e. Figure 5-2, the approzimation (5.1.20) is not necessary as it is
easy to see that we have linear convergence. This is because for (almost) all iterations considered
the line is straight and therefore the ratio between |\t — X | and (N — X=D| must remain

fized for (almost) all n (the ¢ in (5.1.19) is also approzimated by the gradient of this line).

We will now discuss the random model, which will be used for our numerical results below.

5.1.6 Random Model: Uniform Los Alamos

We now consider a random variant of one of the benchmarks given in [190], and references therein.
Before we introduce the uncertainty, let us first give details of the deterministic problem.

The deterministic problem is given by the mono-energetic 1D slab geometry problem equipped
with no-inflow boundary conditions and defined on the 1D spatial interval [0, L(ra)], with Lpa) :=

3.70744 (in centimetres). The problem assumes that the cross-sections are isotropic in angle and

3theoretically we expect quadratic convergence. However because Crank Nicolson is not a symmetry preserving
scheme, the convergence is reduced. See [178] for further details
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Laay | oa | os | or | v | o
3.707444 | 0.019584 | 0.225216 | 0.0816 | 3.24 | 0.3264

Table 5.1: The input data for problem 2 in the Los Alamos benchmark set [190].

0.229 ‘ ‘ ‘ 0.086
0.228
0.084
0.227
£ 0.226 £ 0.082
L
0.08 -
0.224
0.223 : : : 0.078
0 1 2 3 0 1 2 3
(a) os (b) or

Figure 5-1: Three realisations of the scattering (left) and fission (right) cross-sections, under
the random variation in (5.1.21). The colours green, blue and red denote realisations 1, 2 and
3 respectively. The corresponding cross-sections for the deterministic problem are given by the
dashed blue lines.

that the spatial domain contains a single homogeneous material. The nuclear input data for the
homogeneous material is given in Table 5.1. For this particular benchmark problem, it is known
(analytically) that the smallest positive real eigenvalue is Aqit = 1.

We will now introduce uncertainty into the nuclear input data of the aforementioned problem,
with details given in Problem 5.1.4. Subsequently, we present realisations of the scattering and

fission cross-section(s) in Figure 5-1.

Problem 5.1.4 Let z1, -+ ,z4 ~U(1 — €,1 + €) denote uniform random variables, with € := 0.05.
Then, the (random) uniform Los Alamos problem is defined by (5.1.1) — (5.1.3) with (random)

nuclear input data given by

det
oA = 2104, 0§ = z0g , Op = 230'1(76), v = zlet) (5.1.21)

det det, det
(det) | g fdet)  (det

Here o , v(%) denote the deterministic values (given in Table 5.1) for ca, og,

or and v respectively.

We will be interested in estimating E[Q], where our quantity of interest is
Qw) = Aait(w) (5.1.22)

for w € €, i.e. the smallest (positive real) eigenvalue for Problem 5.1.4.

Numerical Results

We will now present a number of numerical results relating to Problem 5.1.4. We consider the
discretisation outlined in Section 5.1.2, with a uniform spatial mesh of width h and the double
Gauss quadrature rule with 2N angles, chosen such that N = N(h) := (2h)~!. The eigenpair is
estimated using the one inner iteration method, introduced in Section 5.1.5, where we select the
(outer) stopping criterion, flux normalisation, eigenvalue estimate and shift according to discrete
approximations of (5.1.13), (5.1.15), (5.1.16) and (5.1.17) respectively. To estimate the solution
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Figure 5-2: Two error metrics showing the convergence for each outer iteration, when using the
one inner iteration method (see Section 5.1.5) for the inner source problem. The A(™ denotes
the approximation to At at the nth outer iteration. We show the convergence at three different
resolutions M = h~! = 32,64, 128 (green, red and blue respectively).

‘ Qobs  Bobs  Yobs ‘ Estimated ‘ Observed

2.9 2.9
20 3.7 18 2.0 20

Monte Carlo
Multilevel

Table 5.2: Summary of computational e-cost rates r, where for an estimator Q, E[C(Q)] = O(e™").
We estimate r in the following ways: ‘Estimated’ uses the numerically observed cobs, Bobss Yobs;
‘Observed’ uses the observed rates from Figure 5-4.

to the inner fixed source problem, i.e. the discrete version of (5.1.18), we use the source iteration
method previously discussed in (3.1.13) and outlined in Algorithm 2.
We introduce a hierarchy of levels £ = 0,--- , L corresponding to a sequence of discretisation

parameters hy = 27 “hg with hg = 1/4, and approximate the quantity of interest (5.1.22) by

Qr = Qn, = Quoniny = APV = X0

We compare {Q,} to a reference solution calculated using the standard inverse iteration with
h=! = 256 and N = 128. We will estimate the error by computing E[|Aeris — A?|], where the
expectation is estimated using a standard Monte Carlo estimator, (2.4.8), with 1,024 samples.

We first study the convergence of the one inner iteration method (Section 5.1.5), with respect
to the number of outer iterations. The results are presented in Figure 5-2. We observe linear
convergence for both the eigenvalue estimate (at least up to machine precision) and the residual
(the discrete approximation to (5.1.13)), for a variety of mesh parameters.

To study the efficiency of the Monte Carlo methods, and their multilevel variants, and justify the
underlyling assumptions (2.4.3), (2.4.4) and (2.4.33), we numerically estimate the parameters «a, v
and [ in those assumptions. In Figure 5-3 we present numerical results studying the behaviour of
the bias error and cost of the eigensolver - as the mesh is refined. The convergence of E U)\Cm — )\ |]
is approximately* O (h%), and hence we estimate o ~ 2. Likewise, we estimate v ~ 1.8. Moreover,
looking ahead to the left plot in Figure 5-4, we observe § = 3.7. These rates are summarised in
Table 5.2.

Finally, on the right hand side of Figure 5-4 we present numerical results comparing the com-

putational e-cost of the standard and multilevel Monte Carlo methods, when estimating E[Acyit]-

4Note that this is twice the rate exhibited by the residual, i.e. in Figure 5-2(b). Moreover, this is consistent with
what we would expect for a self-adjoint eigenvalue problem (and hence justifies the use of the || - ||; norm earlier)
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Figure 5-3: Picture (a) (respectively (b)) represents an estimate of the bias error E [|Acris — AY|]
(respectively E [||¢ — ¢heN (|| ]) of the one inner iteration method, as the mesh is refined.
Picture (c) is an estimate of the corresponding average cost in seconds to compute the eigenpair.

In Table 5.2 we compare the rates of; the numerically estimated e-cost, using the numerically ob-
served parameters (obs, Bobs, Yobs (Presented in Table 5.2) within (2.4.13) and Theorem 2.4.4, and
the numerically observed e-cost, estimated from the plot on the right hand side of Figure 5-4. We
note very good agreement between the ‘estimated’ and ‘observed’ computational cost rates.

We conclude that for the given criticality problem, in one spatial dimension and one angu-
lar dimension (with the given discretisation), the multilevel Monte Carlo method gives us good
gains over the Monte Carlo method - with an order of magnitude improvement in the observed
computational e-cost.

We will now turn our attention towards radiative transport (fixed source) problems in two

spatial dimensions.

10° ‘ ‘ ‘ 10* ‘ ‘
—=-V(Q) -e-MC
- V/(Y) -=-MLMC
20
10
o 10°F 7
S 3
2
< %
= 1010} J )
1072
1071 107 -5 ‘-4 3 -2
0 1 2 3 4 10 10 10 10
Level, ¢ €

Figure 5-4: (Left) Estimate of V[Q,] and V[Y]; (Right) Actual cost (in seconds) of the standard
and multilevel Monte Carlo methods, plotted against the achieved root-MSE accuracy. Details of
the plot on the right are given in (4.3.1).
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5.2 Fixed Source Problem in Two Spatial Dimensions

5.2.1 Model Problem

For the fixed source problem(s) in this section we will consider the mono-energetic 2D-1D problem
in radiative transport, originally discussed in (1.3.5). This is an extension of the fixed source
problem in Chapter 3, to a problem with a two-dimensional spatial domain and the unit circle as
its angular domain. We assume that the cross-sections and source are isotropic in angle, and that

there is no fission. Hence, given some random input data

Z(w7') = [Js(wa')7UA(wﬂ')af(W7')] ,

we are interested in the fixed source problem: Find ¢ (w,r, ®) such that

O -V + o(w,r)]¢(w,r,®) = og(w,r)p(w,r) + f(w,r), (5.2.1)
where p(w,r) = % A Y(w,r,®") dO’ | (5.2.2)

for any r € D =1[0,1]2, ® € S; = {v € R? | |v| = 1} (the unit circle) and for almost all random
realisations w in the sample space 2. The boundary conditions are chosen problem-specific and
are given below.

We note that we previously discussed the existence and uniqueness of a solution to (5.2.1) —
(5.2.2) in Remark 1.1.3.

5.2.2 Discretisation

Similarly to Section 5.1.2, we note that (5.2.1)-(5.2.2) is an integro-differential equation which is
two-dimensional in space and one-dimensional in angle. Hence for ease of presentation, we suppress
the dependence on w for the moment.

We will discretise in angle by using the discrete ordinates method (see Section 1.2.2), i.e. we
consider the solution of the transport equation along a finite set of NV angles {@k}ff:l on the unit

circle. We choose the angles to be uniformly spaced and define them by

S

N’ N ’

O, = (cos

with the corresponding quadrature weight(s) wy = (2r/N), for all k =1,--- | N.

In space we use the Discontinuous Galerkin finite element method, previously detailed in Sec-
tion 1.2.3. We discretise the unit square [0,1]? by the tensor product of the 1D uniform meshes
0=z <a1 < - <zp, =land0=yo < - <yny, =1, e x; =iM; " and y; = jM, ", for
i=0,---,Myand j=0,---,M,.

Let {C"} denote a family of (disjoint and open) rectangles D" (which are parallel to the axes)
such that D = {Jpn con D", where h denotes the maximum diameter of any D". Also, define the

solution space
V= {v e Ly([0,1]?) | YD" € C", |, € Q:1(D")},

where we recall Q; (+) denotes the set of polynomials of separate degree 1, and a set of basis functions
(defined in (1.2.14) for 3D, with an analogous definition in 2D) {v;(r) € V" | j=1,---, M;} that
span the space V", where M ¢ 1= 4M;M, denotes the number of spatial degrees of freedom.
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Furthermore, assume that the input data is piecewise constant on each element D", and use
opn and (og) pn to denote the value of the (total and scattering) cross-sections on a given D € C".

Finally, for the numerical flux Fj (recall (1.2.15)) we choose the so-called upwind numerical
fluz [35, 96], i.e.

Fi(r) n(r) = (O -n(r) ¢yt (r), foralredD", (5.2.3)
for each kK =1, ---, N, where we define
PNt () = lim e (e + €@y) , forallr e dD" | (5.2.4)
e—

and the inflow boundary at each cell D" as D" i.e. (recall (1.2.17))
oD" = {re D" | O(r) n(r) <0} .

Hence, the discretised version of the weak form of (5.2.1) is: Find wZ’N € V" such that for all
D" € C" and for all v; € Q;(D") with support on D",

_/Dh((ak.ij)q/;Z’N dr + opn /Dh wZJVUj dr + /a Fj -nv; dr

Dh

(Us)Dh/ " No; dr + fo; dr (5.2.5)
Dh Dh

forall k=1,---, N, where (5.2.2) is approximated by

N
1 h,N
N = 5 > wpp™ (5.2.6)
k'=1

The problem specific boundary conditions will be weakly imposed (see (1.2.16) and the surrounding

discussion).

Remark 5.2.1 The existence and uniqueness of a solution to (5.2.5) — (5.2.6) with no-inflow
boundary conditions is given in [110], for a DG scheme with tetrahedral elements - assuming that
the cross-sections are constant and a given relation between h and N is satisfied.

An alternative existence and uniqueness result is given in [132, Thm. 4] but for the discrete
ordinates and DG approximation of the pure transport equation (with a generic right hand side and
the angle fized, see Section 1.3). This is under the assumptions that: o € Lo (D); o(r) > 0, for
almost all r € D; and the (generic) right hand side is in La(D).

We note that the generalisation of (5.2.5) — (5.2.6) to the pseudo-3D problem, previously

discussed in Section 1.3, is fairly straightforward.

5.2.3 Solution Methods for the Fixed Source Problem

We will now discuss how a solution to (5.2.5) — (5.2.6) can be computed. Let us begin by writing

h,N . L
¢ € VI as a basis expansion, i.e.

M
N = Ny, forallk=1,-- N, (5.2.7)

j=1
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where ¥ := [Uy q,--- ,\I/Mny]T denotes the vector of coefficients for {¢Z’N}szl. Then, plugging

(5.2.7) into (5.2.6) we can also write ¢V as an expansion in the same basis, i.e.

| XN | X My My
h,N _
e D D) S
k=1 k=1  j=1 j=1 j=1
where ® = [®q,--- 7<I>Mf]T is the vector of coefficients for ¢~ with each coefficient defined by

;= (2m)~ ! ZkN=1 wpWjp (forall j=1,---, My).
Plugging in the basis expansion(s) for ¢Z’N and ¢ into (5.2.5), allows us to re-write (5.2.5)

(v - ()

The matrix T is block diagonal, with the (i, j)th component of its kth diagonal block (each of size
My x My) given by — [, [@k - V + opr]viv; dz+ [,5n |O - n|v;v;, where the definition of v;"
is analogous to (5.2.4), i.e

as the following linear system:

v (r) = liH(l) vi(r + €®), forallr € D" .
e—

The My N x My matrix ¥g contains N identical blocks (which are themselves block diagonal), with
the (i, j)th component of each block given by [, (0's) pn viv;. The matrix W, of size My x My N,
consists of N blocks, with the kth block containing (wy/27) on its diagonal and zeroes everywhere
else. The matrix I denotes the My x My identity matrix. Finally, f consists of N column vectors
each of size My x 1, where the jth component of each block is given by [, fv;.

The ordering of the (M,M,) cells is important to solve (5.2.8) efficiently. If we re-order the
spatial cells D" lexicographically, based on each specific angle being considered, then we can design
each of the N-blocks on the diagonal of T' to be block lower-diagonal themselves (allowing solves
with T' to be calculated in O(M;N) operations). Let the notation (4, j) correspond to the unique
spatial cell D" that is both in the ith column of cells in the z-direction and jth row of cells
in the y-direction. Then, for each individual angle @, we define an individual angle-dependent

lexicographic ordering (from first to last) by:

(i,7) if ©'>0,0*>0,
(Mg +1—14,7), if ©' <0,8*>0, (5.2.9)
(i, My +1—7), if ©'>0,8*<0,
(M, +1—4,M,+1-75), if ® <0,0%><0.

foralli=1,---, M, for each j =1,---, M,. Here we used ©! and ©? to denote the component
of ® in the z and y-direction(s), respectively. A similar angle-dependent ordering is also discussed
n [32]. We give illustrative examples of the angle-dependent lexicographic ordering (5.2.9) are
given in Figure 5-5.

Now note the similarity between the linear system (5.2.8), which approximates the solution of
the (weak form of) 2D-1D transport equation, and the linear system (3.1.10), which approximates
the solution of the discretised 1D radiative transport equation. Hence, we can once again apply

the source iteration method, previously discussed in Section 3.1.2, to estimate ¥ and ® in (5.2.8).

Sstrictly speaking v:r depends on the specific direction @y, but for convenience we do not include this in the
notation
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Figure 5-5: Angle-dependent lexicographic ordering of the (M,M,) cells, when M, = 3 and
M, =2.

In particular, the estimate of ¥ at the gth iteration is given by
v@ — 7 <ES<1><<1—1> + f) , (5.2.10)
where we assume that ®© = 0. Subsequently the estimate of ® is given by
9 = we@ (5.2.11)

Moreover, we can prove the following result on the total number of floating point operations used
in the source iteration method (5.2.10) — (5.2.11).

Lemma 5.2.2 Consider the source iteration method (5.2.10) — (5.2.11) for computing a solution
to the linear system (5.2.8). Assume the elements in the DG scheme are ordered according to the
angle-dependent lexicographic ordering (5.2.9). Then, after K iterations of (5.2.10) — (5.2.11), the

theoretical cost of source iteration ~ O (My N K) .

Proof. Consider the gth iteration of (5.2.10) — (5.2.11). We illustrate below that each step requires
just O(MN) operations:

e Each of the N-blocks in ¥g corresponds to a My x My block diagonal matrix, with 4 x 4
blocks on its diagonal. Hence, the cost of computing Y@V is O(MyN) operations;

e Adding M;N x 1 sized vectors, i.e. Y@ and £, costs O(MyN) operations;

e The matrix T is a block diagonal matrix of size O(M;N) x O(M;N) and each of the N-blocks
are block lower-diagonal themselves. Hence, solves with T (i.e. T-1(2g® 7Y + f)) can be

calculated in O(M;N) operations;

e Bach of the My rows in the matrix W contain only N terms. Hence, computing W@
involves O(MyN) operations.

Therefore the cost for a single iteration of (5.2.10) — (5.2.11) requires O(M N) operations. The
result follows. m

We considered implementing our novel hybrid algorithm, presented in Chapter 4, on this 2D
example. However, due to the extra degrees of freedom in the 2D spatial domain, the cost of solves
with the Schur complements vastly outweighed the cost of solves with source iteration in all but a
few extreme cases. Hence we proceed only with the source iteration method.

We will now discuss the details of two problems involving uncertainty, giving numerical results

for each.
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‘ MOX U0, Homo. Concrete
os 1.33203 1.30986 0.1913
o4 | 2.63673E-01 6.52870E-02 4.714E-03

Table 5.3: Assumed cross-sections for the three material types in the deterministic C5-MOX prob-
lem.

Figure 5-6: Three realisations of scattering cross-sections, for Problem 5.2.3, sampled from using
the KL expansion. The MOX assemblies are denoted by ‘M’, and the UQs assemblies denoted by
‘U’. Also recall that the C5-MOX problem models a quarter of a reactor core.

5.2.4 Random Model 1: Uniform C5-MOX

The C5-MOX problem is a common benchmark used for spatially two (and three)-dimensional
neutron transport codes [43, 188, 212]. It is designed to mimic a small reactor with a heterogeneous
core, by modelling a quarter of the reactor and including reflective boundary conditions on the top
and left boundaries of the spatial domain (and no-inflow boundary conditions otherwise). The top
left corner of the spatial domain represents a block of fuel - a two-by-two alternating arrangement
of MOX and UOQs fuel assemblies. The rest of the spatial domain (an L-shape) represents a shielding
material, here assumed to be homogeneous concrete. See [188, Fig.1], [43, configuration C5| or
Figure 5-6 for an illustration.

For the C5-MOX problem considered here, we make a number of simplifications. Firstly, as
already mentioned, the C5-MOX problem includes reflective boundary conditions (i.e. (1.1.13)) -

we will only consider the (vacuum) no-inflow boundary conditions, i.e.
P(r,®) =0, if ®-n(r)<0, and redD. (5.2.12)

Secondly, the C5-MOX problem is defined on the spatial domain [0,64.26]?, whereas we consider
[0,1]2. Finally, the C5-MOX problem also includes fuel assemblies with complex arrangements of
fission chambers, guide tubes and U0Oy and MOX fuel (of varying intensities), as illustrated in [212,
pg.15] and [188, Fig.3]. We simplify by ignoring the detail and instead consider a square cell of
fuel, for each individual assembly - the respective cross-sections are given in Table 5.3.

For the shielding material we consider a homogenised block of concrete and present the corre-
sponding cross-sections in Table 5.3. For details on how these cross-sections were computed, we
refer the reader ahead to Section 5.2.5.

We will now introduce uncertainty into this problem. The details are given in Problem 5.2.3.

Problem 5.2.3 Let 21, 29 ~ U(—¢, €) denote uniform random variables, with € :== 0.05. Define the
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spatial subdomains Ayox = Amox(w) and Ayo, = Auo, (w) by

Apox = [0,0.25 + 0.52] x [0.75 — 0.520, 1] U [0.25 4+ 0.521, 0.5 + 1] x [0.5 — 22,0.75 — 0.52] ,
Ay, = [0,0.25 4 0.521] x [0.5 — 2,0.75 — 0.525] U [0.25 + 0.521,0.5 + 21] x [0.75 — 0.5, 1] .

Then, the (random) uniform C5-MOX problem is defined by (5.2.1), (5.2.2), (5.2.12) with: deter-
ministic absorption cross-section(s) for each sub-domain Ayox, Auvo, and D\ (Amox U Auo,) (as
given by o4 in Table 5.3); a (random) scattering cross-section given by a uniform random field
equipped with a Matérn covariance, with parameters \c = 1, 02, =1 and n = 1.5 (and for each

sub-domain, the og in Table 5.3 as its mean); and the (random) source term

1.5, if re Avox(w)
flryw) = <1, if re€ Ayo,(w)
0, otherwise

Three realisations of the scattering cross-section are given in Figure 5-6.

We will be interested in estimating E[Q], where @ is defined as

1

Qw) = |A(1)‘ A

d(w,r) dr . (5.2.13)
That is, for each realisation w € €2, @ is the spatial average of the scalar flux over the subdomain
AN :=10.75,1] x [0,0.25] C D.

Numerical Results

We will now present several numerical results on the application of Monte Carlo methods to
Problem 5.2.3. We consider the discretisation outlined in Section 5.2.2, with a uniform spatial mesh
(in each axes, with parameters M, and M,) and an N-point quadrature rule defined by (1.2.11).
We introduce a hierarchy of levels ¢ = 0,---, L corresponding to a sequence of discretisation
parameters defined by:

(Mz)e = 8(2°) . (My)e = 8(2") , Ny := 184100, dp=2((My)e+ (My)) . (5.2.14)

Subsequently, we define the (spatial) mesh size for the DG method as hy := \/(Mr)£_2 + (M), 2

i.e. the (maximum) diameter of all (or any, because we assumed a uniform spatial mesh in the 2 and

)

y axes) rectangles D" € C"¢_ on the discretisation defined by level £. Moreover, to sample from the
uniform random field (for the scattering cross-section) in Problem 5.2.3, we use the KL expansion
(defined in Section 2.3.2) truncated to dy modes (the choice of dy is again chosen empirically). An
example of the resulting approximation of the scalar flux (for a single random realisation) is given
in Figure 5-7.

We approximate the quantity of interest (5.2.13) by

1
Qi = Il > ¢, . where A = {D" et | DM c AV},
Dheet

where q%h , denotes the scalar flux approximation (computed using the discretisation parameters h,
and Ny) averaged over the four evaluations for each cell D" € C"¢, and |2l| denotes the cardinality
(i.e. the number of cell elements contained within A™M) of A1), We recall that A®) := [0.75,1] x
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Figure 5-7: An approximation to the scalar flux using M, = M, = 128 and N = 58, for a single
realisation of Problem 5.2.3. Shown at two different viewpoints.

‘ Qobs  Bobs  Yobs ‘ Estimated ‘ Observed

3.9 3.3
14 20 26 924 99

Monte Carlo
Multilevel

Table 5.4: Summary of computational e-cost rates 7, where for an estimator Q, E[C(Q)] = O(e™").
We estimate r in the following ways: ‘Estimated’ uses the numerically observed aobs, Bobs, Yobs;
‘Observed’ uses the observed rates from Figure 5-9.

[0,0.25] C D.
We compare Q¢ to a reference solution calculated with M, = M, = 128 and N = 58. We

will measure the error E[|Q — Q¢|], estimating the expectation using the standard Monte Carlo

estimator with 512 samples.

We will now study the efficiency of the various Monte Carlo methods we have discussed. We
start by numerically estimating the parameters «, v and S from the assumptions (2.4.3), (2.4.4)
and (2.4.33) respectively. The corresponding numerical results are given in Figure 5-8. From here,
we observe that E[|Q — Q¢|] = O(h}*), i.e. a =~ 1.4. Likewise, we estimate 3 ~ 2.0 and vy =~ 2.6.

The rates are also summarised in Table 5.4.

Subsequently Table 5.4 gives details comparing the rates of; the numerically estimated e-cost,
using the numerically observed parameters cops, Bobs; Yobs Within Theorem 2.4.4, and the nu-
merically observed e-cost, estimated from Figure 5-9. We note reasonable agreement between the

‘estimated’ and ’observed’ computational cost rates.

Finally, in Figure 5-9 we present numerical results comparing the computational e-cost of the
standard, quasi, multilevel and multilevel quasi-Monte Carlo methods, when estimating E[Q]. The
quasi-Monte Carlo samples are generated using an (extensible) randomised rank-1 lattice rule
(recall Section 2.4.2), equipped with the generating vector lattice-32001-1024-1048576.3600
(downloaded from [120]) and with S = 8 shifts.

We conclude that the multilevel methods (MLMC and MLQMC) and the quasi-Monte Carlo
method all outperform the standard Monte Carlo method by an order of magnitude in (observed)
computational e-cost. However, we would generally expect the MLQMC method to outperform
QMC and MLMC and we do not observe that here. We note that this is not a surprise, as to
achieve (even the smallest) MSE accuracies presented in Figure 5-9, the number of QMC samples
on each level are small. We conjecture that, as € — 0, a further improvement for MLQMC will be

observed.

We will now consider a second spatially two-dimensional fixed source problem.
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Figure 5-8: Picture (a) represents an estimate of the bias error E[|Q — Qy|] for Problem 5.2.3.
Picture (b) represents the variance of @, and the variance of the difference process Y; = Q¢ — Q¢—1

(i.e. the variance reduction). Picture (c¢) is an estimate of the average cost, in seconds, to compute
a single realisation of Yj.
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€

Figure 5-9: Comparison of the computational cost of standard, quasi, multilevel and multilevel

quasi-Monte Carlo methods. Actual cost (in seconds) plotted against the achieved root-MSE
accuracy. Details for this plot are given in (4.3.1).
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Material Type ‘ Air Water Granite Cement
Volume Fraction | 5% 4% 40% 51%

Table 5.5: The assumed composition of air, water, granite and cement in our model of concrete.

5.2.5 Random Model 2: Concrete Shielding

The second (fixed source) problem we consider is designed to mimic a concrete shielding problem,
on a 1 metre by 1 metre block of concrete. We assume there is a fixed source of particles defined
by

f(r) = exp(~5z) , forallr=(z,-)eD=I0,1]*,

which for example, could be an artificial model for particles entering D from a nuclear reactor to
the left of D. The concrete is acting as a shield and contains a detector covering the subdomain
A®) :=10.75,1] x [0,0.125] C D. Hence, our quantity of interest @ is defined by

1

Qw) = A0 /o ¢(w,r) dr, forwe Q. (5.2.15)

We also assume no-inflow vacuum boundary conditions on all sides, i.e.
Y(w,r,®) =0, if O®-n(r)<0, andredD. (5.2.16)

for almost all realisations w € €, where n(r) denotes the outward facing normal vector at r.
The random cross-sections in this problem will come from a novel random and heterogeneous
model for the cross-sections in concrete. We discuss this below, but first let us give some details

on the microstructure of concrete.

Microstructure of Concrete

Concrete is a composite material that can be considered to be made up of three phases: a cement
paste (a binding agent made from a mixture of water and ordinary Portland cement); an aggregate
(often sand and rocks local to the reactor, such as granite or limestone); and an interfacial transition
zone (e.g. containing air pores and unreacted water) [4, 104, 182]. We will assume no supplementary
materials such as additives, admixtures or fly ash [4, 104], are added.

For our model of concrete we consider only components with length scales of nearly a centimetre
- such a model will consist of four main components; aggregate, air, cement and water. Initially,
and motivated by [14] and Figure 5-10, we assume that the concrete block has a composition
of 66.6% aggregate, 5% air, 8.3% cement and 20% water. We will adjust these percentages, for
reasons which are justified below. Our assumption on the final composition of the concrete is given
in Table 5.5.

The smallest of the components will be the pores of air present in the interfacial transition
zone. At the microstructure level there are many types of air void, see [104, Fig.11]. We will focus
on ‘entrapped air voids’ which have typical length scales of between 0.1-1cm [104, 146].

The ‘aggregate’ category is commonly split into two parts, coarse aggregates (e.g. granite or
limestone) and fine aggregates (e.g. sand). We will assume that the coarse aggregate is granite
and that the fine aggregate is sand, and we will also assume a 3:2 ratio between coarse and fine
[149]. Moreover, since both sand and cement are SiOq (silicon dioxide) in the majority, we will
treat the fine aggregate as part of the total cement amount, as it should make little difference to

the overall concrete properties.
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‘ Granite  Dry Cement Wet Cement  Water Air
3.29E-03 5.66E-03 6.51E-03 7.37E-03  0.00
os | 7.88E-02 1.06E-01 4.09E-01 7.12E-01 0.00

Table 5.6: Assumed (absorption and scattering) cross-sections for the different components of
concrete. It is assumed that; granite has a 1% porosity, cement refers to Ordinary Portland
cement and the wet cement has a 1:1 ratio of water to dry cement.

The cement is assumed to be ordinary Portland cement [14]. Moreover, we assume that the
cement can vary in (water) saturation, from dry cement to wet (or saturated) cement (where we
assume saturated means the water-cement ratio is 1:1). We will assume that this requires 80% of
the water content (i.e. 16% out of the 20% total), which will be added to the total cement amount.

The assumptions outlined above leads us to our final assumed composition of concrete, as given
by Table 5.5.

CONCRETE IS A MIXTURE OF TWO
COMPONENTS: aggregate and paste.
The paste is made up of portland

. 7%_15% cement and water, which then binds
OF CEMENT with sand, gravel or crushed stone

(aggregate).
%-21% o =~
DQK? A+ o159
OO OOOQ"’ O@% OOD gFOAéGI;,E%/éES

Coarse & Fine)

Figure 5-10: A guide to the composition of concrete. Taken from [14].

In Table 5.6 we present typical values for the absorption and scattering cross-sections of air,

granite, cement and water.

Homogeneous Concrete

Given the assumed composition of our concrete in Table 5.5, we will now generate a model for
the nuclear cross-sections in a homogeneous slab of concrete. This model is used in the previously
discussed C5-MOX problem, see Section 5.2.4.

Considering (1.1.2) and observing the linear dependence of the (macroscopic) cross-sections
on the volume fraction of each nucleus type, we suggest the following model for the (scattering)

cross-section of homogeneous concrete:

JS(') _ w(air)o_gair) + (water) Ugwater) + w(granite)ag’granite) + w(cement)gécement) ] (5217)

For each material ‘m’ we use w(™ to denote its (percentage) volume within the concrete, as given
in Table 5.5, and use a( ™) to denote its scattering cross-section, as given in Table 5.6. The value

of Ug:ement) is taken to be the average of the scattering cross-sections for dry and wet cement.

We apply a similar model to the absorption cross-section o4 (with O‘ém)

replaced by U;m)), and
compute the total cross-section ¢ = og + 04 as usual.

Using the assumed material compositions in Table 5.5 and the given cross-sections in Table 5.6,
it is trivial to compute the cross-sections for the homogeneous concrete using (5.2.17) - they are

given in Table 5.3.
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Figure 5-11: Two realisations of the material distribution within the random concrete model. Each
uses a realisation of a Gaussian random field equipped with the artificial covariance (discussed in
Section 2.3.2) and the parameters Ac = 0.025, 0yar = 1, 7 = 0.5. We sample from the Gaussian
random field using the AC expansion, truncated to d = 3000 modes. The colours correspond to:
Dark Blue = Water; Light Blue = Air; Orange/Yellow = Wet/Dry Cement; Maroon = Coarse
Aggregate.

Modelling Heterogeneity in Concrete

In the literature, the structure (and cross-sections) of concrete is often assumed to be homogeneous
[6, 161, 182]. This assumption is even used in concrete mix design analysis [161], where the primary

goal is to find compositions of concrete that are efficient for some purpose (e.g. shielding).

The homogeneous concrete assumption is rather surprising since concrete is a highly heteroge-
neous material [182]. Moreover, the spatial position and even the exact quantities of each material
component can be unknown (they can even change over time [146, 182]). Within the literature
on heterogeneous models for concrete, some papers model the aggregate as ‘hard’ spherical grains
embedded within the cement [22]. Other papers use the SLD method developed in [184] which
disperses the materials in the concrete uniformly, and generates the cross-sections by homogenisa-
tion. Methods that rely on some level of homogenisation, such as the SLD method, are reported

to give large errors, see [211].

One other possibility is to model the heterogeneity as a realisation of a Gaussian random field,
with some chosen underlying covariance function. We previously discussed this in Chapter 2, where
the Karhunen-Loéve and Artificial Covariance® expansions were suggested as methods to sample
from the (Gaussian) random field. Within the scope of concrete modelling, Gaussian fields have

gained increasing popularity in the last decade, see [6, 147, 173, 214].

More generally, random fields with an underlying covariance function have been commonly used
within the Uncertainty Quantification literature to represent random coefficients in a PDE, see for
example [48, 123, 181]. However, each realisation of these coefficients varies continuously across
the domain on which it is defined. In the context of concrete modelling, this means there are no

clear interfaces between ‘material of type A’ and ‘material of type B’, i.e. water and granite.

Therefore, we propose a novel alternative which aims to generate realisations of a random
field with clear and distinctive interfaces between material types (and hence cross-sections), but
where the material dispersion is spatially correlated (rather than the simpler method of uniformly

distributing each material type with no correlation). Simply put, this is achieved by the following

Swe recall that this assumed our random field was equipped with some unknown (artificial covariance) with

eigenvalues &; and eigenfunctions n;(r) = cos (27rp117‘1) cos (27rp?rg)
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T(g) € | [0,0.1) |[0.1,0.1125) | [0.1125,0.3675) | [0.3675,0.38) | [0.38,0.48) | [0.48,0.50]
Material ‘ Granite‘ Air ‘ Cement ‘ Air ‘ Granite ‘ Water

Table 5.7: Chosen split of the domain of the standard normal distribution (for g < 0) which defines
the map M,,, where Y(-) denotes the cumulative standard normal distribution.

sequence of maps M.oM,, o G(-,r) : Q— R, for all r € D:

G(r): =R, M, :R—>M, Mo M= R.
Gaussian RV, Gaussian RV to Material Type, Material Type to Cross-Section.

Simply put this means at each spatial point r, we sample from a Gaussian random variable (G),
associate this value with a material within the concrete (M,,), and then map the material type to

a deterministic cross-section (M.). We will now give details on each of these steps.

We begin by generating a realisation of a Gaussian random field, equipped with some covariance
function, G(-,r) : @ — R, for all r € D (or at least finitely many points in D prescribed by some
mesh). This gives us a notion of spatial correlation in the model. The remaining steps consider
a specific spatial point r € D, where we use ¢ = G(w,r) to denote a realisation of the random
variable G(-,r), for w € Q.

The second step converts the (realisation of a) random variable g to the set Ml C RT, where
each element of the set corresponds to a particular material type within the concrete - we note
that it is important to retain the underlying spatial correlation in this step. Intuitively, this is
achieved by assigning the material type based on where g lands on the domain of a univariate
standard normal distribution, as illustrated in Figure 5-12 and Table 5.7. More formally this is
given by the mapping M,, : R — M, defined below in (5.2.18), which maps g € R onto the set
M := {[0,1],2,3,4}. The elements of the set M each denote a material type within the concrete.
The integers {2, 3,4} correspond to the spatial point being of { air, water, granite} type, respectively.
Whereas the interval [0, 1] corresponds to the spatial point being of cement type, with M,,,(g) =0
corresponding to dry cement, M,,(g) = 1 corresponding to saturated cement and M,,(g) € (0,1)

corresponding to a combination of M, (g) dry cement and (1 — M,,(g)) saturated cement.

When g < Y71(0.5) = 0, we define the map M., by:

—-Y~1'(0.1125 . —
e i g € [TT1(0.1125), T71(0.3675))
Mo (a) 2, if g€ [T (o 1125)) U [Y=1(0.3675), Y ~*(0.38))
m(g) =
3, if g€ [Y71(0.48),Y71(0.5)] ,
4, if g€ (—o0, T )) U [Y1(0.38), T1(0.48)) ,
(5.2.18)

where T71(-) denotes the inverse cumulative normal distribution, with zero mean and unit variance
(recall that we use non-standard notation for the standard normal cumulative distribution function
(usually @), denoting it here by T, see Section 2.4.2). The definition is taken analogously for g > 0.
The particular split (also in Table 5.7) used in (5.2.18) is chosen so that: there is a small interfacial
transition zone of air pockets where cement paste does not bind properly with granite; the water
is trapped by clusters of granite rocks; the final interval g € (—oo, T_l(().l)) allows the shape of

granite to become more rounded.

The final step is to assign the cross-sections at each spatial point, by assigning the value of

M, (g) to the cross-section of that material. Formally this is given by the map M., but it is a
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Figure 5-12: An illustration of the connection between the split of the domain of a univariate
standard normal distribution and its assignment to a material type. Details are given in Table 5.7.
The colours correspond to: Dark Blue = Water; Light Blue = Air; Orange = Cement (of varying
saturation); Maroon = Coarse Aggregate.

simple assignment” from material type to cross-section(s), as given in Table 5.6.
We emphasise that the composition in Table 5.5 will now be on average, as (5.2.18) and Table

5.7 allow for fluctuations in the percentage of each material in the concrete.

Numerical Results

We will now present numerical results relating to the concrete model discussed in this Section.
We will begin by describing the realisations of the concrete model, given in Figure 5-11, before
considering the effectiveness of Monte Carlo sampling method for the Uncertainty Quantification
problem.

Consider Figure 5-11 and recall that the colours correspond to: Dark Blue = Water; Light Blue
= Air; Orange/Yellow = Wet/Dry Cement; Maroon = Coarse Aggregate. We begin by noting that
the domain primarily consists of a cement mixture binding blocks of aggregate (of varying sizes).
The aggregate is well-distributed, non-spherical and takes a variety of sizes; from small pieces of
aggregate up to larger (or at least groups of small pieces) pieces. Moreover, there are a few small
air pores distributed throughout the cement, and a number of small pockets of water trapped
within larger blocks of the aggregate - where we recall that other non-trapped water is absorbed
into the cement. We note that, whilst it is not clear in the figure, the cement varies in saturation
of water (i.e. the orange/yellow colour is non-uniform).

To finish we now present numerical results on the application of Monte Carlo methods to the
concrete shielding problem discussed in Section 5.2.5. Unfortunately, the microscale detail (e.g.
air pores of size 0.1-lcm) on the modelled 1 metre by 1 metre domain for the concrete means
that our solver struggles to converge on the meshes available to us. To illustrate the Monte Carlo

algorithms on a similar problem we consider the following instead.

Problem 5.2.4 Consider a block of concrete containing air, water, granite and cement, with the
(average) percentage composition of each material given by Table 5.5. Moreover, define their re-
spective (deterministic) cross-sections by Table 5.6.

Then, the (random) concrete shielding problem is defined by (5.2.5), (5.2.6), (5.2.16), where
the (absorption, scattering and total) cross-sections are given by the sequence of maps M. o M, o
G(,r) : Q — R (defined in Section 5.2.5), for allr € D. We assume that the Gaussian random
field G(-,r), for all v € D, is equipped with the artificial covariance (discussed in Section 2.3.2)

and uses the parameters; Ao = 1, 0yqr =1 and n = 0.5.

strictly speaking, we should have separate notation (for M.) to distinguish between the assignment of scattering
and absorption cross-sections, but we avoid this technicality.
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Figure 5-13: Three realisations (left to right) of the scattering cross-sections from Problem 5.2.4,
presented on two spatial meshes; (Top) M, = M, = 128, (Bottom) M, = M, = 16. The colours
correspond approximately to: Yellow = Water; Dark Blue = Air; Lighter Blue = Dry/Wet Cement;
Blue = Coarse Aggregate.

To sample from the Gaussian random field we use the AC expansion (see Section 2.5.2). The

truncation parameter in the AC expansion is defined in (5.2.14).

That is, we use the same parameters to define the random field that were also used to generate
the realisations in Figure 5-11, except the correlation length is changed from Ao = 0.025 to A¢ = 1.
Intuitively, this corresponds to ‘zooming in’ on a smaller part of the 1 metre by 1 metre spatial
domain (although formally we still define (5.2.1) — (5.2.2) over D := [0, 1]?). Three realisations, on
two different meshes, of the random field for the scattering cross-section are shown in Figure 5-13.

We consider the same discretisation outlined in Section 5.2.2, and also used in the numerical
results of Section 5.2.4 - with spatial parameters (M, M,) and N angles. Moreover, we introduce
a hierarchy of levels £ = 0, - - - , L corresponding to a sequence of discretisation parameters defined
in (5.2.14) (and the spatial mesh size h; defined below). In Figure 5-14 we present an example of
an approximation to the scalar flux, for a single realisation of Problem 5.2.4.

The quantity of interest (5.2.15) is approximated by

1
Qi = o] > ¢hn, . where A = {D" e | D" c AP},
Dheet

where (l)eD », denotes the scalar flux approximation (computed using the discretisation parameters hy
and N;) averaged over the four evaluations on each cell D" € "¢, and || denotes the cardinality
of 2. We recall that A :=[0.75,1] x [0,0.125] C D.

We will compare {Q¢} to a reference solution calculated with M, = M, = 128 and N = 58.
We measure the error E[|Q — Q¢|] and estimate the expectation using the standard Monte Carlo
estimator with 256 samples.

We will now numerically estimate the parameters «, v and 8 in the assumptions (2.4.3), (2.4.4)
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Figure 5-14: An approximation to the scalar flux for a single random realisation of Problem
prob:conc. Shown at two different viewpoints.

‘ Qobs  Bobs  Yobs ‘ Estimated ‘ Observed
13 21 26 40 3.9

Monte Carlo

Multilevel 2.4 2.5

Table 5.8: Summary of computational e-cost rates r, where for an estimator Q, E[C(Q)] = O(e™").
We estimate r in the following ways: ‘Estimated’ uses the numerically observed cobs, Bobss Yobs;
‘Observed’ uses the observed rates from Figure 5-16.

and (2.4.33) respectively. The corresponding numerical results are given in Figure 5-15. From

here, we estimate o =~ 1.3, 8 = 2.1 and v = 2.6, with these rates also summarised in Table 5.8.

Furthermore, we give details in Table 5.8 comparing the rates of; the numerically estimated
€-cost, using Qgps, Bobs, Yobs and Theorem 2.4.4, and the numerically observed e-cost, estimated
from Figure 5-16. We again note excellent agreement between the ‘estimated’ and ’observed’

computational cost rates.

Finally, we present numerical results in Figure 5-16 which compare the computational e-cost
of the standard, quasi, multilevel and multilevel quasi-Monte Carlo methods, when estimating
E[Q]. Again, the quasi-Monte Carlo samples are generated using an (extensible) randomised rank-
1 lattice rule equipped with the generating vector lattice-32001-1024-1048576.3600 [120], and
S = 8 shifts.

We conclude that the multilevel methods outperform the single level methods (standard Monte
Carlo and quasi-Monte Carlo) by an order (and a half) of magnitude in (observed) computational
e-cost. Moreover, the QMC rules do not appear to give us any gains over standard Monte Carlo
(although we again note that the number of QMC samples required to achieve the MSE accuracies

presented in Figure 5-16 were small and we may observe gains in the asymptotic limit e — 0).

As an aside, we now make the following remark regarding the use of the Multi-Index Monte
Carlo methods (which is discussed in Appendix D) to the Uncertainty Quantification problems

considered here.

Remark 5.2.5 In Figure 5-17 we present numerical results relating to the assumptions we made
for MIMC, i.e. Assumption D.0.1. We introduce a multi-index € = [1,05,03] € Z(L), the full

tensor set (D.0.1), corresponding to a sequence of discretisation parameters defined by:

(My)e, == 8(2) , (M), = 8(2%) , Ny = 18+10¢;5,
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Figure 5-15: Picture (a) represents an estimate of the bias error E[|Q — Qy|] for Problem 5.2.4.
Picture (b) represents the variance of @, and the variance of the difference process Y; = Q¢ — Q¢—1
(i.e. the variance reduction). Picture (c¢) is an estimate of the average cost, in seconds, to compute
a single realisation of Yj.
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Figure 5-16: Comparison of the computational cost of standard, quasi, multilevel and multilevel
quasi-Monte Carlo. Actual cost (in seconds) plotted against the achieved root-MSE accuracy.
Details for this plot are given in (4.3.1).
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Figure 5-17: Estimates of the bias error, variance reduction and cost growth with increasing levels
MIMC, for the C5-MOX problem from Section 5.2.4. ¢3 = 3 corresponds to N = 48.

and where we subsequently define the number of KL modes by
dll,lz =2 ((M$)f1 + (My)&) .

The plots given in Figure 5-17 estimate the bias error, variance reduction and cost growth
with respect to the multi-index £. Increasing ‘levels’ in the x-axis corresponds to increasing the {1
parameter (i.e. M, ), whilst keeping all others fized. Likewise, the y-axis corresponds to increasing
Uy (i.e. (My)). For these figures, we have fized the number of angles to N = 48 (i.e. {3 =3).

We note that we considered fired angles here, because there is an additional difficulty when N
varies also - due to the stability link between the number of angles and the spatial mesh (e.g. recall

Theorem 3.3.11 in the spatially one-dimensional problem).

We observe that the bias error and cost plots behave as we perhaps might expect - with the bias
error hinting towards the optimal choice of T being either the total degree set, i.e. (D.0.14), or the
hyperbolic cross set, i.e. (D.0.3). However, the variance reduction does not exhibit the same clear

convergence rate.

This is perhaps not surprising since MIMC requires more regularity than MLMC and it is well
known that the scalar flux has limited regularity, regardless of the smoothness of the coefficients
[162]. For example, even for infinitely-differentiable cross-sections on D C R?, ¢ € H3/2_6(D),
for 0 < e < 1, where we define

8q|i|1

H"(D) = {q:’Dl—>R| max ||———
0y;' Oys?

[iloo <r

< oo} : (5.2.19)

for some r > 0. We note that the paper [162] proves a more general reqularity result than ¢ €

H3/2=¢ (i.e. for the radiative transport equation) - with its results extending to solution(s) of
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Fredholm integral equation(s) of the second kind, with at most a weakly singular kernel.
It is left as future work to analyse the MIMC variance reduction assumption (D.0.11) in the
context of radiative transport, and more generally in the context of hyperbolic integro-differential

equations.

123



CHAPTER 5. PRACTICAL NUMERICAL TESTS

124



Appendices

125






Appendix A

The Transport Equation

A.1 Weak Form of the Pure Transport Equation

We now prove why the weak form of (1.2.12) is given by (1.2.13). We recall that we consider the
problem: Find ¥(r, ®) such that

[@V—i_a(r)}w(rv@) = f(I‘, ®) ) (A'l'l)

for all r € D, and for a given parameter ©.

Throughout this section, we will use the notation set out in Section 1.2.3. We begin by mul-
tiplying (A.1.1) by a test function v (defined over a cuboid D"), and integrating the resulting

expression over the support (D") of v. Hence, we can write

thvdr—/Dhm/wdr = /Dh[®~V1p]vdr
:/ V[V Oy dr
Dh

/am v((®9)-n) dr= / [(©v) - Vo] dr,

Dh

where the second equality holds because [© - V¢]v = v[® - Vy] = v[V-0Oy], and the third
equality follows by Green’s first identity.
Therefore, we can construct the weak form of (A.1.1): Find t(r, ®), such that for each D"

—/ (®~Vv)z/)dr+/ m/wdr—i—/ (F-n)vdr = fvdr,
Dh Dh 5Dh

Dh

for all v defined on D". We note that we have introduced the numerical flux F in place of (©1).
A natural choice of F would be the upwind flux, defined in (5.2.3), however many other choice can

be considered. This is discussed further in Section 1.2.3.

A.2 Analytic Solution of Pure Transport equation
Consider: Find u(r) such that

[© -V +o(r)ulr) = g(r), (A.2.1)
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subject to the no-inflow boundary condition
u(r) =0, if ®-n(r) < 0,

where © is a given parameter. This is analogous to the no-inflow boundary condition (1.1.11),
under the time-independent and mono-energetic assumptions. We present a derivation of the

analytic expression for the solution below, although it is also given in [32].

To find an expression for the solution to (A.2.1) with these boundary conditions, we will use

the method of characteristics. Let us re-write (A.2.1) as

0 9 0
or Y oy

Ougy +Oyp- + 6. 1| ulr) = glr) - a(e)ulr)

which we consider along characteristics (where we abuse notation by writing g(s) = g(r(s)), and
similarly for o(s) and u(s)) as

du

] u(s) = = g(s) —a(s)u(s) , (A.2.2)

050 Oy, 020 du
ds

883m+858y+8882

with r = r(s) = [z(s), y(s), z(s)], where s denotes the length along the characteristic and where we

assume that

%(s) =0, x(s) = xo + 5O,
B&=0, = Jus)=w+s0, = (s) =T0+50, (A.23)
2(5) = . 2(s) = 7 + 50

with rg := (20, ¥0,20) € 9D. The equation r(s) = ro + s® in (A.2.3) implies the characteristics

are straight lines in the direction ®. Now, using (A.2.2) we can also write

du

Lt aluls) = gls) |

which is a simple first-order ODE that can be solved using the integrating factor method. The

integrating factor can be computed as
I, = exp(7(ro,r(s))) , (A.2.4)

where we define

7(r(s1),r(s2)) = /05251 o(r(s1) +s0) ds , (A.2.5)

i.e. the integral is defined along the path of the characteristic. The quantity |7(r(s1),r(s2))]| is
often called the ‘optical length’ or ‘optical path’ [27].

Hence, using the integrating factor I in (A.2.4), we can write

d(r,®)
u(r(s) = exp[—7(ro,x(s))] / exp [r(zo,2(s"))] g(x(s')) ds’
0
d(r,0)
- / exp [7(r(s"), 2(s))] g(x()) ds’ |

where we define
d(r,®) = inf{s >0 |r—s® =rg € 9D}, (A.2.6)
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aD
D
To
1‘.\‘
r/\, ~.
(C]

Figure A-1: A representation of the distance d(r, ®), defined in (A.2.6).

as the distance from a point r with a direction @, to the boundary in the opposite direction (i.e.

—0). This is illustrated in Figure A-1. More explicitly, in 3D we can write d(r, ®) as

d(r,®) = /(z—20)2+ (y — y0)® + (2 — 20)2 ,

where at least one of xg, yo and 2y will be zero, dependent on ry € 9D.
Finally, we note that for problems where, in general, |®| # 1 (such as the 1D slab geometry

where p € [—1,1]), then we can write

d(r,0)
u(r(s)) = Sey(r(s)) := \@|_1/0 exp [~© 77 (x(s"), x(s))] g(x(s")) ds (A.2.7)
where the definition of d(r, ®) in (A.2.6) changes to
d(r,®) = inf{s>0|r—s(®/|O|) =rg € D},

and we have introduced the solution operator Sg. The solution operator Sg is at the heart of
why the pure transport problem (1.3.8) is useful in radiative transport. It provides a closed-form

solution for the angular flux (for each given angle), as illustrated by the following Proposition.

Proposition A.2.1 Let ¢ be a solution to (1.3.1), (1.1.11). Then, ¥ is uniquely determined by
P(r,0) = Se ((os+vor)p+f)(r), (A.2.8)

where ¢ is the scalar fluz, defined in (1.3.2).
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Appendix B

Fundamentals of Monte Carlo

The following results can be found in any graduate text or lectures notes, but since they are at
the heart of Monte Carlo sampling we outline them below for completeness. For clarity, we will
alter the notation used in the main body of this thesis. In particular, we replace the notation
Qp, for the estimator of E[Q] by QY i.e. we remove the notion of approximating Q (removing
the discretisation parameter h) and emphasise the dependence of the estimator on the number of
samples N. Such a notation change ensures that the (N-sample) MC estimator (the sample mean)

given in (2.4.8), becomes

@ = Ly aam),
N n=1

where {Z™}N_, denotes a sequence of (possibly random fields corresponding to) i.i.d. MC samples.

Below, we outline the theoretical justification of why the Monte Carlo estimator converges.
Primarily, the convergence occurs because of the law of large numbers, although the Central Limit
Theorem allows us to state stronger statements under the additional assumption that Q € Lo(2),
defined in (2.1.3). We recall that we have a complete probability space (2, G, P), with sample space
Q, probability measure P : G — [0, 1].

B.1 Monte Carlo Convergence

Theorem B.1.1 ((Weak and Strong) Law of Large Numbers) Assume that {Q(Z™)}N_,
are independent and identically distributed, with finite mean E [Q(Z("))} =pu, foralln=1,--- ,N.
Then,

@N — i, as N — .

The weak law states that the convergence @N — s in probability, i.e. for all € >0,
lim P [@N —pl < e} = 1. (B.1.1)
N—o00

A stronger statement, that the convergence is almost surely, i.e.

P[ lim QV :u} ~ 1, (B.1.2)

N—o00

is given by the strong law.

Whilst the statements for the strong and weak law are slightly different, provided the random

variables have finite mean then the general statement is:
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e the distribution of @N gets closer to the deterministic value E[Q] = p, as N — oo.

The Central Limit Theorem, which we present next, takes the above statement further - stating

that, under the additional assumption that the random variables have finite variance:
. @N is normally distributed around p;
e with standard deviation v V.

The last of these motivates the Monte Carlo convergence result, presented in (2.4.10).

Theorem B.1.2 (Central Limit Theorem) Assume that {Q(Z™)}N_, are independent and
identically distributed, with finite mean E {Q( ("))} = u and finite variance V {Q(Z("))} =02, for
n=1,---,N. Then,

\FQ 4 N(0,1)

where 2 denotes convergence in distribution. That is, if Fiy denotes the cumulative distribution
of @N, then for every x such that Y is continuous at x,
lim Fy(z) = T(z), (B.1.3)
N —oo
where T denotes the cumulative standard normal distribution, defined in (2.4.16). Recall that we

use non-standard notation for the cumulative standard normal distribution (usually ®), denoting
it here by Y.

B.2 Unbiased Estimators

Now that we know the Monte Carlo estimator (2.4.8) converges to E[Q)], we will prove that the

estimator is unbiased, i.e. E [@N } = E[Q]. We also prove that the sample variance, introduced in

(2.4.12), is an unbiased estimator of V [@N}
As above, we assume that {Q(Z ™)}V
mean E [Q(Z("))} = p and finite variance V {Q( )] =02 foralln=1,---,N.

_, are mdependent and identically distributed, with finite

Sample Mean

The proof that the MC estimator is unbiased is simple, by the linearity of the expectation and the
independence of Z™, for all n = 1,--- , N:

Sample Variance

Recall the definition of the sample variance in (2.4.12), i.e

SN _ - (n)
v z::(Z ),

132



APPENDIX B. FUNDAMENTALS OF MONTE CARLO

To see that 7%V is an

N(N -1V =

unbiased estimator of V {@N}, ie. E [ﬁN] =V [@N] = 0?/N, write

NE

Q™) - @v)’

3
—_

(@@~ 1) - (8"~ 1))’

10=

~

QN —p

e

:

Q™) — ) —2(Q@") — 1) (@¥ - ) +

1=

<§:1 (Q(z<n>) - u)2> —2 (@N _ u) i:l (Q(Z(”)) _ u) N (@N - N)z
<é CRE “)2> ~oN (@Y —u) + N (@Y 1)
o ) w3

Q™) — 1) — (@ )"

/Fﬂz

3
-

where the fifth equality holds because 25:1 Q(Z™) = NQYN, by (2.4.8). Then, applying the

expectation operator, we have

E[oN]

by the linearity of E[
X.

- e |3 (@) - (@)
B 1 N7 (n) 2 . 2
- s ([ -] -2 [@ -
- s (vl -] v [ i)
- s (v lee)] - v[eY])

N 2 o2
- N(Nl—l)z<02_N> - N

] and since E [X?] = V[X] 4+ E[X]? = V[X], for a zero-mean random variable
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Appendix C

Key Proofs within Multilevel
Monte Carlo

We will now present a proof (and a sketch of a proof) for two key results at the heart of multilevel

Monte Carlo - previously discussed in Section 2.4.3.

C.0.1 Proof of Theorem 2.4.2

We begin by proving the optimal (in the sense of minimising the cost of the estimator, whilst
achieving a given accuracy) distribution of the samples N, across the levels £ = 0,---, L, i.e.
the result of Theorem 2.4.2. We then present a sketch of the proof of the complexity theory for

multilevel Monte Carlo, i.e. Theorem 2.4.4.

Proof of Theorem 2.4.2. The statement in the lemma is equivalent to the following constrained

optimisation problem:

L

Minimize Y NiCy (C.0.1)
=0
L 1

subject to gN[IV[Yg] = 562. (C.0.2)

since the overall cost of the MLMC estimator is Zz%:o N¢Cy (i.e. the number of samples multiplied
by the cost of each, summed over all levels) and the variance of the MLMC estimator was given in
(2.4.30).

To find the optimal { Ny} we use the method of Lagrange multipliers. We begin by defining the

Lagrangian ., with an associated Lagrange multiplier u2, as:

L ({Nehsp) == > NeCo+ pi? <ZNE1V[YZ]—;E2> .

=0 =0

We seek the p and the {N,} that minimise .2 ({Ng}; p).

Consider the derivative of . with respect to Ny, for each £ =0,--- , L, and set it to zero, i.e.
0L
0 = —— = C— p°V[YIN,?
aNZ 14 H [ f] Y/ 5
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then simple algebra implies that, for all { =0, - | L,

VY
N, = p Ye] (C.0.3)
Ce
Similarly, consider the derivative of £ with respect to p and set it to zero, i.e.
PY% L L
0= "7 =2 (Z Nglvm]> — e = 2 (Z\/CKV[YZ]) — pe?
I
=0 =0
where we have used (C.0.3). This implies that
L
po= 27> \/CVY . (C.0.4)
£=0

The proof finishes by combining (C.0.3) with (C.0.4) and taking the ceiling function of the
subsequent Ny;. The ceiling function ensures that the number of samples is an integer and also

ensures that the sampling error is sufficient small, i.e. ZKLZO N;7'WVIY) < 1e

We also note that it is simple to see this choice of Ny is a minimum, rather than a maximum,
by considering the second derivative of .Z with respect to each Ny - and then observing that u,
V[Ye], N¢ >0, forall £ =0,---, L.

C.0.2 Sketch of the Proof of Theorem 2.4.4

The following proof is a sketch of those outlined in [80, 48].

Sketch of the Proof of Theorem 2.4.4. Assume for simplicity that hg = 1 and that there
exists a ¢ € N\ {1} such that

he = ¢ ‘hyy, forall £=1,--- L.

We note that this condition is not restrictive to this proof, and the results above generalise provided
that {hg}szl satisfies ¢1 < (hy—1/h¢) < cg, foralld =1,--- | L and some constants 1 < ¢; < ¢a < 00
[197].

There are two main parts to the proof. Firstly, we show that there exists an L which ensures

the squared bias error is less than €2/2. Let us define
L = [ofl log, (\603671)—‘ , (C.0.5)

where [-] denotes the ceiling function and ¢z denotes the hidden constant in (2.4.3). Moreover,
let @,JLWLMC denote the MLMC estimator defined in (2.4.29). Then, by noting that (C.0.5) implies
c3h§ = cacl® < (1/1/2)e, as well as using E [@}]L”LMC} = E[Qp] and the assumption (2.4.3), we

can write
2

(B[orve] ~EQ)) = Bl -EQ) = dn < 5

The second steps involves the consideration of three possible cases: 5 > v; = ; and 8 < 7.
For each case, we compute the optimal N, by using (2.4.32), from which it follows that the sampling
error V {@%LMC] < €2/2 (see e.g. the proof of Lemma 2.4.2). Moreover, recalling (2.4.32) and
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using the assumptions (2.4.4) and (2.4.33), we can write

L L
Ny—1 = ¢2 (Z \/V[Yg}cg> ,/%ﬁ‘] < ce? (Z h;“‘”) n2 (C.0.6)
=0 £=0

for some constant ¢ > 0. Therefore, the total cost of the MLMC estimator is >, N,C; <

1 _ 2
ce? (Ze hf(ﬂ 7)) and

G < Lt ith=n .
(L+ 1)h%(ﬁ_7) 7 if B <~

S ol

> h

Then the resulting bound on the computational cost, i.e. (2.4.34), follows by using hz, ~ ¢/ and

the assumptions « > %min{ﬁ,fy} and € < exp(—1).
[ ]
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Appendix D

Further Variance Reduction:
Multi-Index Monte Carlo

For MLMC we considered first-order differences Y; = Qp — Qy_1, with the levels parameterised by
a scalar ¢ € N. The differencing allowed cheap and inaccurate estimates of E[Qp] to be corrected
by estimators of decreasing variance (as ¢ increases). Multi-Index Monte Carlo (MIMC) aims to
extend this idea, by considering higher-order differences across multi-dimensional levels (formally
a multi-index) with the aim of achieving improved variance reduction over MLMC.

The theoretical foundations of MIMC were only very recently introduced in [99]. Since then,
the method has been successfully applied to problems concerning elliptic PDEs [172] and stochastic
differential equations [101]. Also, like MLMC, the ideas are complimentary to QMC estimators
[172] and stochastic collocation [98].

As MIMC uses a hierarchy of discretisations, in much the same way as MLMC, it is perhaps
easiest to explain MIMC by comparing it to MLMC and noting the two key differences. The
remaining formulae within MIMC are clear extensions of those in MLMC. For simplicity (see ahead
to Remark D.0.6), let s = s9° denote the dimensionality of the deterministic model (e.g. PDE)!. In
the case of the full time-dependent RTE (1.1.5), which is defined on a subset of R? x Sp x RT x RT,
then s = sd°t = 7.

The first difference arises from the choice of levels. In MLMC we considered a hierarchy of
scalar-valued levels N 5 ¢ = 0, -+, L, corresponding to a decreasing sequence of discretisation
parameters hg > --- > hp, with hy € R for all £ = 0,---, L. For example, in the context of a
mesh-based solver, this could correspond to a h[l X oo X h[l mesh. Hence, if we increase the level
(i.e. £ — ¢+ 1) the corresponding mesh is typically h;_&l X - X h;_:l, for h;l < hzjlv i.e. the
mesh is refined for all s dimensions.

On the other hand, MIMC defines levels by a multi-indez, i.e. a vector £ = [(1,--- ,{s] € N*.
That is, the levels £ are s-dimensional and correspond to a set of discretisation parameters hy € R*.
The additional flexibility of he € R® (over hy € R) allows us to selectively choose which directions
we want to refine in, without needing to refine elsewhere. For the example of a mesh-based method
(and assuming s = 2), the discretisation parameter hy corresponds to a h;ll X h[; mesh. Then,
when refining we can consider the meshes h;ll X h;; and h;ll_H X h;; (ie. 41 — ¢ + 1 only),
without needing to consider hé_ll-i-l X hé_z1+1 (i.e. both ¢4 — 41+ 1 and &5 — 5+ 1).

Of course, there is an upper limit for the possible discretisation in each dimension. In MLMC
this was given by the scalar L = LMEMC ¢ N. For MIMC we consider another multi-index

IThe s here is not to be confused with the number of shifts S for randomised QMC estimators
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L =[Ly,---,Ls] € N° which, along with some given rule, subsequently defines an index set Z(L).
We are then restricted to levels (i.e. multi-indices) £ € Z(L). For simplicity in the remaining
discussion, we will only consider the case where L; = L € N, for a given L € N, foralli =1,--- | s.
Hence, we replace the notation L € N* and Z(L) in MIMC, with L and Z(L).

The choice of Z = Z(L) is fundamental to the effectiveness of MIMC. For now, let us consider
perhaps the simplest Z, the full tensor index set defined by

Z(L) == {£eNj |4 < L, foralli=1,---,s}. (D.0.1)

Other common examples of index set include: the (weighted) total degree index set [99]
I(L) == {£eNj|£-6 < L}, (D.0.2)

where & = [01,---,ds] € (0,1]° denotes a vector of given weights satisfying § - 1 = 1; and the
(weighted) hyperbolic cross index set [19, 172]

(L) = {e eNy | [ max{1, 6:;} < L } , (D.0.3)

i=1
where § = [61,- -+ ,d,] denotes a vector of given weights satisfying []7_, §; = 1 and §; > 0, for all
i=1,---,s. There is also scope for algorithms that adaptively build index set(s), e.g. [171] which
is based on an adaptive algorithm in the field of sparse grids [77]. Hence we have a plethora of

possibilities for Z - and the only requirement is that Z is a downward closed set [172]. That is, if
Lel, and k<¢ = keI,

where here k < £ denotes elementwise inequality, i.e. k; < ¢;, foralli=1,---,s.

The second difference between MLMC and MIMC lies in the choice of differencing. For MLMC,
we considered a first order difference between neighbouring levels ¢ and (£ —1), i.e. Qy—Qy—_1. For
MIMC we also consider first-order differences between neighbouring levels but, due to the multi-
dimensional structure of the index set Z, this has a different meaning. In particular, we use the
first-order mized difference operator A := ®;_;A;, defined as the tensor product of the first-order

differences A,, i.e.

- —e; if 61 Z 1
AiQe = e Qe : (D.0.4)
Qe 9 lf Ez = 0

where e; denotes a vector of zeroes, with a single one at the ith component. For an example of
AQ¢ when s = 2, see [99, pg.4] or [172, pg.5]. An example for s = 3 is given below:

AQ(ey t5,05] = D3A281Q0, 05.05] = A3Do (Qpey ts,05] — Qler—1,60.05))
= A3 [(Qiy 0.5] — Qrer—1,60,021) = (Qler ta—1,05] — Ques—1,00—1,651) ]
= [(Q1es 2,0 = Quer—1,00,021) = (Qler ba—1,02) — Ques—1,60-1,04]) ]
— Qs 205 —11 = Quer—1.62.02-11) = (Quer t—1,65-1) — Ques—1,65-1,65-1) ] -

Note that we now require (up to) 2° estimates of @), over a variety of meshes.

Once these changes in levels and differencing have been established, the methodology follows
MLMC. Consider the full tensor index set Z, defined in (D.0.1), then we can take advantage of
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Figure D-1: The allowed s = 2 dimensional meshes for two types of index sets Z. The selected
meshes for increasing L are those to the bottom left of the green, red and blue dotted lines,
respectively.

linearity of the expectation by writing

E[Qn] = Y E[Ye], with Yz := AQ,, (D.0.5)
el

and Qg := 0 when ¢; = —1, for any ¢ = 1,--- ,s. Each E[Yy] is then estimated individually. For
example, using a standard MC estimator with Ng samples to estimate E[Yy], leads to the MIMC
estimator N

~ ~ 1 <&

MIMC . _ MC _ -~ (&)
QUIME = STVMC = N Yo (2) (D.0.6)
£cz tez ~ Fn=1

where {Z(z’”)}gil denote samples of the random field corresponding to i.i.d. MC samples at £ € Z,
chosen independently from samples on other levels. As with (2.4.31), the independence allows us
to re-write the MSE (2.4.2) for the MIMC estimator (D.0.6) as:

e(@MMOY? = (E[Q-Qu)® + Y N 'V[Ye] . (D.0.7)
LeT

Moreover, we can again use the method of Lagrange Multipliers to show the sequence { Ny}, defined
by [99, eq.(10)]

Ne = {26—2 <Z MV[YAC(Y@) ,/%w , foralleT, (D.0.8)

el

minimises the cost of (D.0.6) whilst ensuring the sampling error » ,., N, 'V[AQ] < €2/2. The
proof is analogous to (2.4.32). Furthermore, as in the MLMC case, we note that each of the terms

in Yy are computed using the same realisation(s) Z®™ form=1,---,N,.

To bound the computational e-cost for the MIMC estimator, we make the following assumptions
(Assumption D.0.1) on the expectation, variance and cost of the difference process Y, = AQg. We

note that, for simplicity in the presentation, we will assume that

é.
1 k2
he, = <§> , foralll;=0,---,L, andforalli=1,---,s. (D.0.9)
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Assumption D.0.1 Assume there exists vectors o, 3,7 € (RT)” and B; < 2oy, for all i =
1,---,s, such that

s L

[E[AQ.]| = O (H (;) ) : (D.0.10)
S 4;Bi

V[AQe = O (H (;) ) : (D.0.11)

C(AQy) = O (H (;>_M> . (D.0.12)

i=1

These assumptions are analogous to (2.4.3), (2.4.33) and (2.4.4), although we emphasise that
the multi-index parameters o, 3, v are different to the corresponding «, 3, v parameters in MLMC.
Moreover, note that Assumption D.0.1 implies that MIMC requires mized reqularity of a certain
order, whereas MLMC requires only ordinary regularity of the same order [99].

Under the assumptions (D.0.10) — (D.0.12), and with Z taken as the full tensor index set
(D.0.1), [99, Thm 2.1] proved the following theoretical complexity estimate. We also note that
the proceeding theory also applies to the more general case where Assumptions D.0.1 hold for an

unbiased estimator of AQy.

Theorem D.0.2 Consider Assumption D.0.1 for parameters o, 3, v and £ € (L), the full tensor
index set defined in (D.0.1). Further assume that

i: min{j3;,vi}

Q;

< 2.
i=1

Then, for any e > 0, there exists an L ~ log(e™1) and a sequence {Ng}oer such that e (@,]:“MC) <

€2 and

E[C(Qi4)] = o (e Ximm) (D.0.13)
where for each i =1,--- s we define
o= dsi<n

For eachi € {1,--- ,s} such that 8; = ~y;, there is an additional log(e~1)? factor on the right hand
side of (D.0.13).

As we have already mentioned, the choice of index set Z is fundamental to the efficiency of
MIMC. In general the full tensor index set is not the optimal index set, and the cost in (D.0.13)
can be higher than the cost of the MLMC estimator. Subsequently, the paper [99] analytically
computes a (quasi)-optimal index set (following the knapsack methodology in [153]), under the
assumptions (D.0.10) — (D.0.12). They show that a (quasi)-optimal index set is of (weighted) total
degree type ((D.0.2)), i.e.

(L) = {z eENS |6 6<L } , (D.0.14)
where § = [01,---,0s] € (0,1]° denotes a vector of (quasi-optimal and positive) weights, defined
by

— Yi — Bi -
0; == cslog(2) | a; + 5 , fori=1,---s, (D.0.15)
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where ¢; denotes a normalisation constant to ensure > ;_, 6; = 1. The weights are positive and
normalisable due to the assumption that v; > 0 and £; < 2¢; (from Assumption D.0.1), for all
t1=1,---,s.

For simplicity of presentation in the remaining chapter, we will assume that the set {i €
{1,--,s} | 6; 'evi = min, 5;1%-} contains only a single element, i.e. ¢ = 1 (using the e notation
as defined in [99, eq.(34a)]). We refer the reader to [99, eq.(34) and eq.(36)] for further details.

Remark D.0.3 The L = LMIMC=QO ysed in (D.0.14) is only proportional to the [ = LMEMC

used in MLMC' (and MIMC' equipped with full tensor set (D.0.1)). In particular, LMMC=Q0O ~

KLMIMC “yihere we define

-1

k = max 0; (log(2)q;
epnax 0 (log(2)a)
For the case a; = «j, B; = B and v; = 5, for alli,j = 1,---,s (the so-called isotropic case),

then LMIMC—QO ~ 8—1LMLZ\/IC'

In [99, Lemma 2.2], a theoretical complexity estimate is proven using total degree sets for
arbitrary choices of 8, i.e. (D.0.2), but we do not give details here. Subsequently, a complexity
estimate for the (quasi)-optimal index set (D.0.14) is proven in [99, Thm 2.2] and we present it

below.

Theorem D.0.4 Consider Assumption D.0.1 for parameters o, 3, v and £ € Z(L), the particular
weighted total degree index set defined in (D.0.14). Then, for any € > 0, there exists an L ~
klog(e™1) (with k defined in Remark D.0.3) and a sequence {Ng}eer such that e (Q\Q/HMC) <é?

and

E [C(QI110)] = o (2 2mal0xd og(e 1P (D.0.16)
where we define
_ 1 (%‘Bi)
X (= - max e
A R AN

and where p is given in Table D.1 - which uses the following parameters ¢, vy and 3:

vo= [ {ie{l sk (200) 7 (v = B) = x|

p = [ {ie{l,---,s}|Bi=v}], 3 := ie{qul.l}g}’)’fl@ai—ﬁi)zo-
X | x<0 x=0 x>0
3 |3eRT 3=0 3>0 3=0 3>0
s| seN | s<2 s> 2 seN seN seN
p 2y 20 29+s—3| 29 |s—1+2@c—1)(x+1)|2c—1)(x+1)

Table D.1: The value of p, given s and the parameters x, ¢, v and 3 defined in Theorem D.0.4.

We can immediately see the benefit of using (D.0.14) over the full tensor set (D.0.1). Specifically,
the rate of the computational e-cost for the full tensor set grows additively for each i = 1,--- s
where v; — B; > 0 (see the sum in the exponent in (D.0.13)). In comparison, the rate for the quasi-
optimal set (D.0.14) is only affected by the ‘worst direction’, i.e. argmax;crq ... (v — Bi)/ .

However, there are a number of subtleties to the use of the quasi-optimal index set (D.0.14)
within a MIMC estimator. The first was previously discussed in Remark D.0.3 and we discuss a

second in Remark D.0.5.
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Remark D.0.5 The equality in (D.0.5) no longer holds for T = Zgo, the quasi-optimal set
(D.0.14). This means that the MIMC estimator associated with oo is a biased estimator.
For example, consider the case where L = LMIMC-QO — [MLMC upnd let Tpr denote the

full-tensor set (D.0.1). Then, the additional error is given by

E[Y,] ~ > yMe
£€(Zrr(L)\Tqo(L)) £€(Zrr(L)\Tqo(L))

Therefore, we must choose L = LMIMC=QO > [ MLMC o, Ficiently large to ensure that the bias
constraint (E[Q — Qp))? < €2/2 is satisfied for Too. The required LMIMC=QO ' for general total
degree sets (D.0.2), is proven in [99, Lemma 2.2] (this is where the definition of k in Remark D.0.8
comes from).

LMIMC=QO s difficult to estimate in practice and hence [99, pg.23] proposes a heuris-

Howewver,
tic way (for a MIMC estimator associated with any index set T) of ensuring that the bias is suffi-

ciently small - by estimating

Z }/}ZNIC

2edT(L)

EQ - QL] ~ > Ni %YE (Z“””) ‘ : (D.0.17)

ecoz(L) € n=1

and iteratively increasing L (by one) until the bias constraint is satisfied (for a given €). Here 0T

denotes the upper? boundary of the index set.

The lack of equality in (D.0.5) and the sparsity of Zqo compared with Zpr, could lead one

> LMIMC and that no real cost gains can be achieved.

to worry that we require LMIMC-QO
However, it is reasonable (under certain assumptions on @) to expect otherwise, if we study the
theoretical foundations of sparse grids [189, 76, 39]. We will briefly explain below, in the context
of interpolating some function Q.

The initial theory into sparse grids compared the standard tensor product construction (e.g.
see [39, eq.(3.17)] and the surrounding discussion) with the Smolyak sparse grid construction [189]
(e.g. [39, eq.(3.61)]3).

The standard tensor product selects £ such that |[€|o := max{|¢;|};_; < L - that is, it is
comparable to the full tensor set (D.0.1). This comparison can be also be made intuitively by
comparing the left plot in Figure D-1 with [39, Fig. 3.4]. It can easily be shown that the associated
cost with this set grows exponentially with s, i.e. O(L#) if we consider the isotropic case with O(L)
terms in each direction. Moreover, provided the function @ has integrable mixed derivatives (with
respect to its argument) up to order r, then the convergence of the error can be shown to be
O(L") [76] (see also [39] for a simpler proof when r = 2).

On the other hand, the standard sparse grid construction selects £ such that [£]; := >"7_ [4;] <
(L + s) - that is, it is comparable to the total degree set (D.0.14) with equal weights. This compar-
ison can be also be made intuitively by comparing the right plot in Figure D-1 with [39, Fig. 3.5].
In this case, it can be shown that the associated cost is O (L log(L)(d_l)(T_l)), that is, the cost is
almost dimension-independent (except for a logarithmic term). Furthermore, despite the substan-
tial cost reduction (for large d), it can be shown that the convergence of the error, with respect
to L, is only affected by a dimension-dependent logarithmic term, i.e. O (L~ log(L)4=D(=D).

These results are given in [189, 76], and proven for the case r = 2 in [39)].

2[99] refer to it as the ‘outer boundary’, which we feel is misleading, e.g. it does not generally include £ € Z,
where ¢; =0, forany ¢ =1,--- ;s
3we will alter the notation in [39] to make it comparable to our notation, i.e. d — s and n — L + 1
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Therefore, for our problem of estimating E[Q] for some random variable @, it would be reason-
able to expect substantial cost gains when using the total degree set (D.0.14) instead of the full
tensor set (D.0.1), provided @ has bounded mixed derivatives of a certain order. This forms part

of Assumption D.0.1.

Remark D.0.6 Strictly speaking, s denotes a chosen dimensionality for MIMC, where s can take
any value between 1 and s, the dimension of the deterministic model (e.g. PDE). For the
preceding discussion we assumed s = s%°*. For the case s < s%, we must select dimensions within
the deterministic model for which we want the mesh refinement to be coupled. An extreme example
involves the coupling of all s%* dimensions (i.e. s = 1), this is simply multilevel Monte Carlo.
Standard Monte Carlo is then a further extension where the ‘differencing’ operator is replaced by

the identity operator.

145



APPENDIX D. FURTHER VARIANCE REDUCTION: MULTI-INDEX MONTE CARLO

146



Appendix E

Numerical Analysis of the

Transport Equation

In this appendix, we will prove the results that were stated without proof in Chapters 3 and 4. In
particular, we prove the bound on the function Ein(-) used in Theorem 3.2.7, we prove that the
left and right sides of (3.3.27) are equivalent, we prove a simple bound on a norm of the operator
(I — Ph) ie. (3.3.9), and finally that the measure of the set of ‘bad’ samples Qp.q goes to zero as

the mesh size h goes to zero - which is discussed in Section 4.1.1.

E.1 Upper bound on Ein(.)
Lemma E.1.1 For Ein(-) defined by (3.2.11) and [1, footnote on pg.228], i.e.

1
Ein(z) = / n (1 —exp(—t)) dt, forallz>0,
0

then,

0 < Ein(z) < z.
Proof. By the Leibniz integral rule, the first two derivatives of Ein are

Ein'(z) = 27'(1 —exp(—2)), and Ein”(2) = 2 %exp(—2) (z —exp(z) + 1) ,

which are differentiable functions on (0, 00). Moreover, since

lim Ein'(2) = 1,

z—0
where for small z, we use exp(—z) ~ 1 — z, and

. ./ o

zlirgo Ein'(z) = 0,

and Ein”(z) < 0, for all z > 0, then Ein’ must be non-vanishing on (0, 00). Hence,

0 < Ein'(2) < 1, for all z € (0,00) .
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Therefore by the Mean Value Theorem then, for all z > 0 there exists ¢ € (0, z) such that
Ein(z) — Ein(0) = zEin'(c) .

The desired result follows since Ein(0) = 0 and Ein’(c) € [0,1], for all ¢ > 0. m

E.2 Equivalence of the Stability Operator

Lemma E.2.1 Let K"V and P" be the operators defined in Chapter 3. Then, the following
equality holds

(I—K"NPhog) ™ = T 4+ KMN (I —PhogkmN) " Phog . (B.2.1)

Proof. Consider the following trivial statement, and then manipulate:

KN — N phagith N = N — N PR g I
= KM (I=PhogkK"N) = (I-KMPhog) KN
= KN = (I - KMNPhag) KMN (1 —PhoskchN) ™!
= KNPl — (1= KMNPhog) KMN (T = PhogkhN) ™ Plog
= (I—KM"NPhog)—1 = —(I—K"NPhog) KN (I —Prosk"N) ™ Phog
= T—(I—K"NPhog)™ = —KMN (I —Phogk"N) ™ Phog
= (I -KMNPhog)T = T4+ KMN (1= PhoskmN) T Phog

which is the result.

E.3 Upper bound on (I — P")

Lemma E.3.1 Recall the definition of P" from Section 3.1.3. Then, (I — Ph) : ng = Cpw with

bound
11 =P")gllse < BEllgllepw -

for any g € C§,,, with 0 < &£ < 1.

pw’

Proof. Re-write

I(7 = P")glle < max sup |g(z) — g(x;-1/2)]
J o zel;
x)—glx;_
S maX sup |$ _ xj71/2|£ |g( ) g( J 1/2)'
J zel; |z — %‘—1/2\5
< hollgllepw
where h := max; h; and we define the piecewise Hélder norm, || - ||¢ pw, in Section 3.1. The proof

that (I —P") maps into Cp,, follows since P" : C§,, — Cpyy. ®
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E.4 Measure of (),,, with respect to h

We will now justify the comment we made, just above Theorem 4.1.3, that “Due to Theo-
rem 4.1.1(a) the measure of the set Qpaq converges to 0 in the limit, as h — 0”. That is: Show
that

lim P(Qpaa(h)) — 0, (E.4.1)
h—0

where we note that we can partition our sample space €2 by

Q ={we|Rs(o(w,),05w,)) <h Tt U{weQ|Rs(c(w,),08(w,-))>h""} .

= Qbad(h)

The R3(0,05) is defined in (3.3.28) and we have proven that Rs(o,0s) € L,(£2), for all p € [1,00),

in Theorem 4.1.2. Moreover, for simplicity we again assume (4.1.4), i.e.
N = N(h,) = max{fch_min{l’nW ) 4} )

for some constant ¢ > 0 independent of h and w. See also (4.1.5).

Let us consider the more general problem, where we have a non-empty set X, an associated

measure g and a function f € Li(X). Consider the following problem: Show that
lim p({reX | f(x)>H}) — 0, (E.4.2)
H—o00
which is equivalent to showing that
Hlim n{zeX | flz) <H}) — pX). (E.4.3)
—00

Then, the problem (E.4.1) is a specific case of problem (E.4.3), where X = Q, u =P, f = R3(0,05)
and H = h~". We will now prove (E.4.3) holds.

Since f € L1(X), the function f must be almost surely finite. That is, there exists a constant

M < oo and a set F' C X with zero-measure, i.e. p(F) =0, such that

M, foralze (X\F),
f(z) < XAF) (E.4.4)
oo, otherwise .
Hence, we have the trivial result that
wX\F) = p({ze X | f(z) < M})
< lm p(fee X | fa) < H)) (E.4.5)
H—0
< u(X),

since the set is non-decreasing. Moreover,
WX\F) = p(XNF) = p(F) = p(X)—plF) = pX),
and therefore using the bounds either side of (E.4.5),

p(X) < Jimp({oe X | f(2) < H}) < p(X).
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Hence, we have proven that (E.4.3) holds - and therefore (E.4.1).
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