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Abstract

The work contained in this thesis concerns the development, and the mathematical
and numerical analysis, of a new class of hybrid discrete-continuous fragmenta-
tion model. The framework is introduced as a potential answer to the occurrence
of ‘shattering’ mass loss, commonly observed in purely continuous fragmentation
models.

Initially, the study begins by introducing the model, which takes the form of an
integro-differential equation, coupled with a system of ordinary differential equa-
tions. Once the model has been established, it is subjected to a rigorous mathe-
matical analysis, using the theory and methods of operator semigroups and their
generators. Most notably, by applying the theory relating to the Kato—Voigt per-
turbation theorem, honest substochastic semigroups and operator matrices, the
existence of a unique, differentiable solution to the model is established. This so-
lution is also shown to preserve non-negativity and conserve mass.

Having determined the existence of a solution, the work continues with the de-
velopment of a numerical scheme for the approximate solution of the modelling
equations. Considering a truncated version of the equations, rewritten in an alter-
native conservative form, the scheme is built around a finite volume discretisation.
Using a standard weak compactness argument, the approximations generated by
the numerical scheme are shown to converge (weakly) to a weak solution of the
truncated equations.

By relating this weak solution to the strong solutions provided by the earlier semi-
group analysis, the weak solution is found to be unique and as a consequence, dif-
ferentiable, non-negative and mass-conserving. The theoretical study is completed
with an examination of the effect of varying the truncation point. In particular,
establishing that as the length of the truncated interval is increased, in the limit,
the original solution to the full model is obtained.

Finally, the thesis is completed with a numerical investigation, seeking to ex-

perimentally confirm the assertions of the earlier theoretical work and assess the
performance of the numerical scheme for a suite of test models.
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Chapter 1

Introduction

Coagulation and fragmentation processes are common phenomena, occurring in
many physical systems. They arise in many diverse areas, such as colloidal chem-
istry [79], polymer science [83], population dynamics [23], biology [12] and astro-
physics [39]. The mathematical models of such processes typically classify the
particles within the system according to some physical state variable, for example
their volume, area or mass, the aim is then to determine the evolution of the sys-
tem with respect to this variable as time progresses. Models are typically classified
as either discrete or continuous, depending on the nature of the state variable of
interest.

1.1 Coagulation and Fragmentation Models

The first mathematical model of such a process was provided by Smoluchowski in
[79]. It concerns the case of binary coagulation amongst particles with discrete
size, that is where all particles are composed of integer multiples of some base
monomer. The model consists of the following infinite set of nonlinear differential
equations:

Zkl siu(t)ijul(t Z/{:Ju g, 1=1,2,. (1.1)

The functions u(t); give the concentration of i-sized (i € N) particles at time ¢. The
values k; ; are the coagulation kernels and give the rates at which ¢ and j-sized
particles join to form one of size ¢ + 7. The nature of the process demands that
these values are non-negative and symmetric, i.e. k; ; = k;;. The first term on the
right of (1.1) is a gain term and accounts for the increase in i-sized particles when
two suitably sized smaller particles coalesce. The % appearing in front of this term
is included so as to avoid double counting. The second term is a loss term cor-
responding to the loss of i-sized particles when such a particle joins with any other.
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A continuous analogue of (1.1) was introduced by Miiller in [62]. Here particle
size becomes a continuous variable as opposed to the discrete values appearing in
(1.1). This model takes the form of an integro-differential equation:

P L [ he = vty 0ut ) ay — uet) [ kGeyyats. 0 dy

(1.2)

The unknown function wu(z,t) represents the particle density for size = at time t,
so that u(x,t) dz gives the average number of particles whose size lies within the
interval (z,z + dz) at time ¢. Similarly to before, the coagulation kernel k(z,y)
provides the rate at which a particle of size x and another of size y join. The
interpretation of terms in (1.2) correspond with those of (1.1). Despite Smolu-
chowski providing only the discrete model, both (1.1) and (1.2) are known as the
Smoluchowski coagulation equation.

The literature abounds with work on the Smoluchowski coagulation equations,
with many results on the existence of solutions and their properties for various
classes of coagulation k(z,y). For an overview of this material the reader is advised
to examine the reviews by Drake [25], Aldous [2], Laurengot and Mischler [52] and
more recently Niethammer [67] and the references therein. The table below sets out
some concrete examples of coagulation kernels which appear in the literature, as
well as the setting in which they are applied. This table is based on one appearing
in [2], which itself is taken from [77], where the associated references may be found.
A similar outline for the discrete equation (1.1) can be found in [22].

Coagulation Kernels

k(z,y) Application
(213 + y3) (272 +y) Brownian motion (continuum regime)

(213 + y/3)2 (2= +y~1)Y/2 | Brownian motion (free molecular regime)

(213 4 y1/3)3 Shear (linear velocity profile)

(z1/3 4 y1/3)7/3 Shear (nonlinear velocity profile)
(z1/3 4 y1/3)2 | g3 — /3 Gravitational settling
(213 4y /3)2 |22/3 — 423 Inertia and gravitational settling

(r —y)*(x+y)? Analytic approximation of Berry’s kernel
(x+¢c)(y+c) Branched-chain polymerisation
(213 + y1/3) (xy) V2 (2 + y) 3/ Based on kinetic theory

Table 1.1: Example kernels and their applications.

The models above describe a pure coagulation process. We can introduce a reverse,
fragmentation, process whereby particles may break-up into smaller pieces. In the
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continuous case, the first to consider such a model was Melzak [60], who introduced
a special case of the following coagulation—fragmentation equation:

0uéxt, t) — u(et) /09” %y(x,y) dy+ /xoo v(y, 2)u(y, t) dy + (Cu)(z,t), (1.3)

where Cu represents the coagulation terms from the right-hand side of equation
(1.2). The fragmentation kernel vy(z,y), 0 < y < 2 < oo, provides the rate at
which particles of size y are produced from the break-up of a particle of size x.
Therefore, the first term on the right-hand side of equation (1.3) is interpreted as
a loss term, which takes account of the particles of size x which are lost when such
particles break into smaller pieces. Conversely, the second term is a gain term,
accounting for the increase in particles of size x arising from the fragmentation of
larger particles.

A special case of the fragmentation model (1.3), is that of binary fragmentation.
As the name suggests, in binary fragmentation, each fragmentation event results in
exactly two child particles. The fragmentation equation (1.3), is readily modified
to model such a process by setting

Y(z,y)=F(z—y,y), 0<y <z <oo.

The function F'(x,y) is the binary fragmentation kernel, and provides the rate at
which particles of size x + y fragment to produce two particles of size z and y.
As such, it is necessary that F' is symmetric. If we replace the kernel v(z,y) in
the first term of (1.3) with F/(z — y,y), and make the substitution v/ = = — y, we
obtain

a:y xy xx_y/
/ —'y(fls,y)dy—/ —F(x—y,y)dy—/ Fly,z—y')dy"
o T 0o T 0

X

Utilising the symmetry of F', we may re-arrange this to give
—Fr—yy)dy= [ —F(z—y,y)dy,
o L o T
which leads us to
=y, y)dy= [ =Flz—yy)dy=5 [ Flz—yy)dy.
o T o T 2 Jo

Making this change in (1.3), along with an obvious replacement of the second term,
gives us the following binary coagulation and binary fragmentation equation:

8ufaxt, t) _ _%U(ﬁ,t) /OQCF(ﬁ—yay) dy+/oooF(x,y)u(x+y,t) dy+(Cu)(z,t). (1.4)
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We note that by setting & = 0 in either (1.3) or (1.4), we lose the coagulation term
Cu resulting in a pure fragmentation equation.

Within the more recent literature, the continuous multiple fragmentation equation
has commonly taken an alternative form to that given in (1.3), being written

instead as:
Pt — —awpulent) + [ alwlaly)uts. 0 dy (15)

Here the function a(z) provides the fragmentation rate for a particle of size z,
whilst b(x|y) represents the distribution of the resulting particle size = conditional
on the break-up of a particle of size y. Clearly as no individual particle resulting
from a fragmentation event can have a size exceeding that of the original particle,
we require that b(z|y) = 0 for z > y. As with (1.3), the first term on the right-
hand side of (1.5) is the loss term, whilst the integral term is the gain term. In
order that matter be conserved during fragmentation events we must impose the
following condition on the function b(x|y):

Yy
/ xzb(z|y)dx =y for y > 0. (1.6)
0

This condition mathematically states that the total size of all resulting particles
taken together must be equal to the size of the original fragmenting particle. As
(1.3) and (1.5) are in fact equivalent, we may recover our original multiple frag-
mentation equation by setting

a(z) = /0 I%v(m’,y)dy and b(m|y):7§5@‘)’f),

and likewise the binary fragmentation equation by setting

1

o) = [ "Fle—yy)dy and baly) = 180T

a(y)

An equation of the type (1.5) was first considered by McGrady and Ziff in [57],
where they sought explicit solutions in the particular case of a and b taking the
following power-law forms:

2

14

x
yz/Jrl )

a(z) =2z% a€eR, and bzly) = v+2) —2<v<0. (1.7)

Fragmentation processes may also be modelled using discrete models. The discrete
analogue of the fragmentation equation (1.5) is given by

du(t); =
dt
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As with equation (1.1), u(t); represents the concentration of i-sized particles at
time t. The values a; are the rates at which i-sized particles fragment, so nec-
essarily a; = 0. The values b;; give the expected number of i-sized particles
which are produced when one of size j breaks up. Conservation concerns im-
pose a discrete equivalent of condition (1.6) on the choice of b; ;. If we were to
include the terms from the right-hand side of (1.1) we would obtain a discrete
coagulation—fragmentation equation. As was the case with the continuous frag-
mentation models, there is a choice of ways in which to mathematically represent
a discrete fragmentation process, with discrete analogues of equations (1.3) and
(1.4). The first study of a discrete model of fragmentation is generally credited
to Simha [75], where he examined a case of binary fragmentation which can be
obtained by setting

0 — 0 fori=1 and b — 2
‘1 1 otherwise =1

In this particular model all particle sizes are equally likely to fragment and each

fragmentation event produces two resulting particles, with all admissible size pair-

ings being equally probable.

A noteworthy case of a discrete coagulation—fragmentation equation is provided
by the Becker—-Doring equations. These represent a model of discrete binary co-
agulation and binary fragmentation where all particle resizing events must involve
a monomer. That is, each coagulation event consists of a monomer joining with
some other particle, whilst after any fragmentation event at least one of the two
resulting particles must be a monomer. These equations take their name from the
authors of the paper [13], however they considered a simplified model in which
the concentration of monomers was assumed to be constant. The Becker—Doring
equations as we know them now, without this simplification, appeared indepen-
dently in [17] and [71], with a significant contribution coming in [7] and the follow
up [6], with the first general existence and uniqueness results. Recent works on
these equations [70], [64], [66] and [65] have considered the large-time behaviour
of solutions and their link to other significant equations in the field of materials
science.

1.2 Application of Semigroups

A variety of approaches have been used in the analysis of coagulation—fragmentation
equations, but one route which has proved particularly successful, and which we
will be extensively utilising, is the theory and results concerning operator semi-
groups. The first application of semigroup theory to the field of coagulation—
fragmentation equations was by Aizenman and Bak [1]. They considered the case
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of the binary coagulation—fragmentation equation, (1.4), under the assumption
that the rates F' and k are constant. The approach they adopted involved taking
a sequence of approximating problems, whereby the mass variable = was restricted
to a sequence of truncated intervals. Each of these truncated problems was shown
to give rise to a semigroup and the resulting sequence of semigroups was shown to
converge to a limit semigroup. Finally this limit semigroup was shown to provide
a solution to the full problem.

Using a similar truncation/limit approach, McLaughlin et al. [59] were able to
establish the existence of a unique, non-negative, mass-conserving solution to the
pure multiple fragmentation equation, under the constraint

/gv(x,y)dy§0n<oo for all z € (0,n], n >0,
0 T

where the sequence of constants {C,}, is permitted to be unbounded. This work
was extended in [58] to the coagulation and multiple fragmentation equation, un-
der the assumptions that the coagulation kernel k£ is constant and the multiple
fragmentation kernel v is bounded.

In [46], Lamb considers the coagulation and multiple fragmentation equation where
the fragmentation terms are of the form of (1.5). Using the truncation/limit tech-
nique, existence and uniqueness of solutions is established under the constraints
that the fragmentation rate a satisfies a linear growth bound, the coagulation ker-
nel k is bounded and the quantity n(y) = foy b(x|y) dy, which gives the expected
number of particles resulting from the fragmentation of a particle of size y, is equal
to a finite constant.

A recent development in this area has been the application of the Kato—Voigt
perturbation theorem [81]. It was first applied by Banasiak in [8], to a particular
case of the fragmentation equation (1.5), and more generally by Lamb [46] and
Banasiak and Arlotti [10] to establish the existence of unique mass-conserving
positive solutions to equation (1.5) under suitable constraints on the fragmentation
rate a. This approach has proved particularly fruitful and has been applied to a
range of coagulation—fragmentation models, for example in [11, 12, 15, 56, 78].

1.3 Weak Compactness Arguments

Another approach which has been widely applied in the analysis of coagulation—
fragmentation equations involves the applications of weak compactness arguments
to establish the existence of solutions. The first use of such an approach is widely
credited to Stewart [80], who considered the binary coagulation—fragmentation
equation (1.3), proving existence of solutions under the restriction that the kernels
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k and F satisfy certain ‘almost linear’ growth bounds. As with the truncation/limit
semigroup method mentioned in the previous section, this approach involves the
approximation of our equation by a sequence of equations on finite truncated in-
tervals, each of which is shown to have a solution. The family of solutions this
gives rise to is shown to be weakly compact in a suitable L; space. From this weak
compactness, we may deduce the convergence of a subsequence of this family to
some limit, with this limit then being shown to provide a solution (in some sense)
to the original equation. Since [80], the approach has been utilised by a number
of authors, each considering various coagulation—fragmentation problems, under a
range of conditions on the kernels, for example; [49, 50, 34, 18, 33, 48].

The weak compactness style argument has also been applied to the convergence
analysis of numerical schemes for coagulation—fragmentation problems. However,
instead of considering a family of truncated equations, we are concerned with a
sequence of discretised approximating equations and their solutions. Applying
the same weak compactness argument to this family of approximations yields the
convergence of the numerical scheme. Such an approach was used in [16, 44, 42].

1.4 Shattering

As we have seen, a range of models exist to represent coagulation and fragmenta-
tion processes. In particular when selecting a model we face a choice of whether a
discrete or continuous model would be most appropriate. This selection depends
largely on the scale of the phenomenon to be described and the level of detail
we wish to include in our model. When the size of any fundamental base unit of
matter is small compared to the overall size of a typical particle, then a continuous
model may provide a satisfactory representation of reality. However if our model is
to include particles on the scale of the fundamental base unit then a discrete model
may be more appropriate. Further, we can encounter difficulties with continuous
models when the fragmentation rate blows up at zero and particles are allowed
to get too small too quickly. The unbounded fragmentation rate can result in a
runaway fragmentation process and a loss of mass unaccounted for in the model
formulation. This loss of mass was observed by McGrady and Ziff in [57], the
process was termed ‘shattering’ and attributed to the creation of ‘dust’ particles
with zero size but positive mass.

In [38], Huang et al. suggest that such a runaway fragmentation process is unphys-
ical, and that at some point particles become too small to break-up any further.
Their proposed model includes a cut-off size x., above which particles are able to
fragment as usual. However, once a particle’s size drops below z. it ceases to be
able to fragment, becoming dormant. This leads to a dual state model. Particles
of size * > x., which lie above the cut-off, form a ‘fragmentation state’. If we
denote the density of particles within this regime by ug(z,t), then the evolution



CHAPTER 1 8

is governed by the standard multiple fragmentation equation:

o0

= —a(x)up(zx,t) +/ a(y)b(z|y)up(y,t)dy, = > x. t > 0. (1.9)

T

Oup(z,t)
ot

Particles of mass below the cut-off, that is those whose mass lies in the range 0 <
xr < z,. form a ‘dust regime’; we denote by up(z,t) the density of particles in this
regime. The dust regime density is then governed by the adapted fragmentation
equation:

Oup(x,t)

5 / a(y)b(zly)up(y,t)dy, 0 <z <z, t>0, (1.10)

where no loss occurs. In [38], the above system was examined in the particular case
where a and b are as given in (1.7). The authors provided explicit solutions to the
system of equations, these solutions being given in terms of the confluent hypergeo-
metric function. We note that the above model can be obtained from the standard
equation (1.5) by setting the fragmentation rate to be zero over the interval (0, x|.

We propose an alternative solution to the problem in the form of a hybrid dis-
crete/continuous model. The smallest particles in the system are modelled using
a discrete model whilst those larger particles, with size above some cut-off, are
modelled by a continuous model.

An analogous mass loss may occur with coagulation models in a process known
as ‘gelation’. This corresponds to the creation of an infinitely sized ‘gel’ particle
which is unaccounted for in our calculations and results in a breakdown in the
conservation of mass within finite time. The time ¢ at which this mass loss first
occurs is known as the gelation time. This phenomenon was first observed for
specific cases of coagulation equations [29, 53, 54, 85], and there now exists a large
body of work attempting to answer in which cases mass-conserving solutions can
be found, or when gelation occurs.

1.5 Numerical Analysis of C—F Equations

The models introduced above have exact solutions for a limited number of special
cases, and in most examples we must resort to an appropriate numerical method
in order to obtain a solution. A range of numerical techniques have been applied
to these problems, and these broadly fall into two categories: those involving a
stochastic (Monte Carlo) element and those based around deterministic approx-
imation schemes. The introductory chapter of [44] and the references therein
provide an overview of a number of these approximation methods.
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In particular we are interested in the application of finite volume schemes for the
solution of coagulation and fragmentation equations. Such methods have found
common application in the solution of conservation laws and many of the models
introduced above can be rewritten in such a form, usually with mass as the con-
served quantity. Filbet and Laurengot [31] were the first to apply these methods
in the area of coagulation and fragmentation equations, where they used such a
scheme to solve a conservative formulation of (1.2). However, this article mainly
involved the numerical investigation of a number of specific cases and did not in-
clude any in-depth analysis of the convergence of the scheme. This was extended
by Bourgade and Filbet to include binary fragmentation in the article [16], where
they applied the method to an alternative formulation of (1.4). In this paper, the
scheme developed is shown to converge under suitable restrictions on the coagu-
lation and fragmentation kernels. The particular model we shall be examining is
a variation of the multiple fragmentation equation (1.5). In [44, 42}, finite volume
schemes are applied to reformulations of the multiple fragmentation equation (1.5)
and also the corresponding coagulation—fragmentation equation. These served as
a guide during the development of the numerical scheme for our own model, which
includes fragmentation terms of the form (1.5). Recently, the finite volume method
has been applied to coagulation—fragmentation models involving additional nucle-
ation and particle growth processes [73, 43, 45].

1.6 Outline

The purpose of this thesis is to detail the original work conducted during our study.
The body of the work is formed by four main chapters, however prior to this, in
Chapter 2, we cover all the mathematical preliminaries required in the subsequent
chapters which may be deemed non-standard. The original material is then set
out as follows.

In Chapter 3 we introduce our new mixed discrete—continuous fragmentation model.
Using results from the theory of semigroups, we prove, under certain restrictions
on the fragmentation rate a, the existence of a unique, positive, mass-conserving
solution to our model.

As mentioned previously, the majority of fragmentation models require numerical
techniques to obtain a solution. In Chapter 4, we introduce a numerical scheme
for the solution of a truncated version of the mixed model from Chapter 3. We
then go on to establish a number of properties of solutions provided by this scheme.

In Chapter 5, we establish the weak convergence of the numerical solutions devel-
oped in Chapter 4 to a weak solution of the truncated problem introduced earlier
in that same chapter.
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In Chapter 6, we prove that under the assumptions in place, any weak solution
to our truncated problem must correspond to the strong/classical solution of the
truncated problem that would be obtained utilising the methods of Chapter 3.
Finally, we consider the truncated solutions and show that in the limit, as we
lengthen the truncated interval, we obtain the full solutions as we had in Chapter
3.

We complete the thesis with a numerical study in Chapter 7, where we examine a
range of mixed fragmentation models using our numerical scheme and confirm the
behaviour expected from our previous analysis.



Chapter 2

Preliminaries: Spaces, Operators
and Semigroups

In this chapter we provide an introduction to the terminology and theory utilised
in the later chapters. A complete cataloguing of all the mathematics used in the
thesis would prove rather lengthy, and therefore we have tried to restrict attention
to the material which may be deemed non-standard. In making this classification
we are assuming the reader is acquainted with the basic concepts and results of
functional analysis, as covered in an introductory course, such as that provided
by [41, Chapters 1 and 2|. We also assume an elementary knowledge of measure
theory and integration such as covered in [55, Chapter 1].

2.1 Spaces, Norms and Convergence

Much of the analysis conducted in the later chapters is carried out within the
setting of a number of function spaces. These are chosen as a result of their
applicability to our problem. In this section we introduce the family of spaces
that we shall be working in extensively, and detail their key properties as far our
interests are concerned.

Definition 2.1.1. (Lebesgue spaces) Let (€2, .4, 1) be a measure space with pos-
itive measure p. For 1 < p < oo, we denote by L,(€2, i) the set of (equivalence
classes of) p-measurable (real-valued) functions f defined almost everywhere on
2, such that

= { [ |f(w)|pdu(:v)}; <o (1)

When the choice of the measure is clear, typically in the case where we are us-
ing the standard Lebesgue measure, then it is common to write L,(2) in place of
L,(€, ). With the expression (2.1) as a norm, the space L,(£2, 1) (1 < p < 00)

11
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forms a Banach space, [74, Theorem 3.11]. For our applications, we shall be pri-
marily interested in cases with p = 1.

As a limiting case of this family, by L., (€2, 1) we denote the set of (equivalence
classes of) p-measurable (real-valued) functions f defined almost everywhere on
), for which there exists a finite constant M such that

|f(x)] < M for almost all = € Q. (2.2)
A norm may be defined on L. (€2, i) as follows:
| flloo :=inf {M : |f(z)| < M for p-almost all z € Q}.

With || f||oo as a norm, the space L. (€2, i) constitutes a Banach space [74, Theorem
3.11].

Lemma 2.1.2. Let 2 be open and 1 < p < oo, then the space of infinitely differ-
entiable functions with compact support C2°(€2) is dense in L,(€2).

Proof. See [20, Theorem 7.25]. O

Definition 2.1.3. Suppose that f € L;(R" \), where A denotes the Lebesgue
measure on R™. Then any point z € R", such that

. 1 B
0 S B o, )~ P 030 =0

is called a Lebesgue point of f, where B(z,r) denotes the open ball of radius r
centred at x.

Theorem 2.1.4. (Lebesgue differentiation theorem) For f € Li(R™ \), almost
every x € R™ is a Lebesque point of f.

Proof. See [74, Theorem 7.7]. O

Definition 2.1.5. For 1 < p < oo (p = o0) the space L, ,.(€2) consists of the
set of functions f which satisfy the condition (2.1) ((2.2)) on all compact subsets
K C ). Such functions are known as p-locally integrable functions.

Definition 2.1.6. Let X be a vector space of real-valued functions defined with
domain €. The subset X, is defined as

X ={feX: f(xr)>0 foral z€Q},

and is known as the positive cone of X.

(i) If the space X is of the type L,, then the condition f(x) > 0 for all x € Q2 is
replaced by f(z) > 0 for u almost all z € ;
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(ii) The positive cone is closed under addition and multiplication by non-negative
(real) scalars;

(iii) The positive cone of an L, space forms a closed subset of L,,.

Proof. The second of these properties is self-apparent. In the case of L; which
is of most interest to us, the third property can be seen as a consequence of the
upcoming Lemma 2.1.16 and Lemma 2.1.12 (iv). O

The introduction of the positive cone imposes an additional ordering structure to
the space which leads to the idea of a Banach lattice. We do not delve into this
beyond the following definition, however the interested reader may examine [10,
Section 2.2] for further explanation.

Definition 2.1.7. A Banach lattice X forms a K B-Space (Kantorovic-Banach
space) if every non-decreasing norm bounded sequence of elements from X, con-
verges in the norm on X.

(i) Spaces of type L1(£2, u) form K B-Spaces.
Proof. See [3, Theorem 12.26] and [10, Theorem 2.83]. O

Definition 2.1.8. Let X; and X, be two vector spaces. The product space X =
X1 x Xy, is defined as the set of ordered pairings

Xy x Xo={(f,9): f € X1,9 € Xa}.

(1) If (X4, |lx,) and (X2, |- ||x,) are both Banach spaces, then so is the product
space X = X; X X, equipped with norm

I 9)llx = 1 Fllx + llgllx, for fe Xi,g € Xs;
see [14, Lemma 1.62].

(i) When X; and X, are vector spaces of real-valued functions, then we define
the positive cone of the product space X to be X, = X7, x X5,

Definition 2.1.9. Let X be a vector space and let both || - || and || - [|o satisfy the
conditions to be norms on X. The norms are said to be equivalent if there exist
positive constants a and b such that

all FIl < 1 fllo < bl for all f e X.

Equivalent norms define the same topology on X; hence notions of convergence
which are defined with respect to such norms are equivalent. We say that the
normed spaces (X, || - ||) and (X, || - ||o) are equivalent.
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Theorem 2.1.10. In the analysis pursued in subsequent chapters we shall be work-
ing extensively in spaces of the type Ly. In particular we shall be working in the
spaces Ly = Li((N, R) x [0,T), dzdt) and L} = L1((N,R) x [0,T), x dz dt), where
N is a positive integer and R > N s a finite real value. With the associated norms,
these form equivalent spaces as described in Definition 2.1.9.

Proof. First let us suppose that f € Li; then we have

T R 1 T R 1
e = [ [l oldede< 5 [0 [ if ol dedt = Gl

Therefore f € L; also, with || f]|., < 1%”]”“@ Now let us assume that f € Ly;
then we have

T R T R
1l = / /N f(e.t)] zdrdt < R / /N (@, 0)] dedt = R f||1,.

Hence f € Ly with || f[l;1 < R||f|z,- Taken together, the above results show us
that the spaces Li((N,R) x [0,T), dedt) and L,((N, R) x [0,t),z dz dt) contain

the same elements and have equivalent norms. O
This result shall prove useful in the analysis contained in later chapters, allowing

us to switch spaces when mathematically convenient whilst retaining convergence.

Given a sequence { f,, },—, in a normed vector space (X, || - ||), we assume the reader
is familiar with the concept of convergence with respect to the norm || - ||, which is
known as strong convergence. In many situations this condition is too restrictive
for our purposes and we may consider other notions of convergence.

Definition 2.1.11. Let (X, || - ||) be a normed vector space with dual space X.
A sequence {f,}>2, C X converges weakly to f € X if

n=1
I(fn) = U(f) as n— oo, forall [ € X'

We denote this by f, — f and call f the weak limit of {f,}.

Lemma 2.1.12. A weakly convergent sequence {f,} -, C X and its limit f have
the following properties:

(i
(i

) The weak limit f of {f,} -, is unique;

)
(iii) The sequence {|| f,|/} =, is bounded;

)

Every subsequence of {f,} -, converges weakly to f;

Strong convergence implies weak convergence with the same limit. The con-
verse is not generally true except in the case that dim(X) < oo; then weak
convergence implies strong convergence.

(iv
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Proof. See [41, Lemma 4.8-3 and Theorem 4.8-4]. O

Lemma 2.1.13. (Lower semicontinuity of norms) For 1 < p < oo the L,-norm

is weakly lower semicontinuous, that is, given a sequence {f,} -, which converges
weakly to f in L,(S2), then

1Ly < liminf || £,

Proof. See [55, Theorem 2.11]. O

The normed spaces we shall be utilising are of the type L,(€2, u). The following
theorem characterises weak convergence in such a setting.

Theorem 2.1.14. Let 1 < p < oo with q such that 1/p+1/q =1 (¢ = oo when
p = 1) and consider L,(Q, p) with p a o—finite measure, then {f,} —, C L,(2, u)
converges weakly to f € L,(Q, i) if and only if

/fngdu%/fgdu, as n — 0o,
Q Q

for every g € Ly(Q, p).
Proof. See [32, Section 2.1.4]. O

In our analysis when handling weakly convergent sequences we will usually find
them appearing alongside other factors and we would like the product to converge
weakly also. The following theorem gives us sufficient conditions for the product of
two sequences to converge weakly and will be used extensively in the convergence
proofs for our numerical schemes.

Theorem 2.1.15. Let (Q, A, i) be a measure space with u finite. Suppose f, — f
in Ly (Q, 1), gn — g point-wise pu a.e. in §, and sup,, |gn|lL., < oo, then f,g, —

fg in Ly (Quu)
Proof. [32, Proposition 2.61] O

The numerical scheme developed in the later chapters will be seen to produce
a sequence of non-negative functions {f,} C Ly (€, 1), which converges weakly
to fin Ly (2, ). We would like this limit to preserve the non-negativity of the
sequence. That is we would hope that the positive cone of L (2, i) is a closed
subset under taking weak limits. The following lemma gives us such a property.

Lemma 2.1.16. The positive cone Ly (2, jt), is a weakly closed subset of Ly (€, j1).
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Proof. Let {f.} C L1 (2, ), be such f,, — fin Ly (2, u). We may then write

OZ/QfX{x:f<0}d:U’

:/Q(f_fn) X{z:f<0} dﬂ+/an{x:f<0} d,u
Q

-~

>0

Z/S;<f_fn>X{wf<0}d:u

By Holder’s inequality, f — fQ I X{a: <0y dpt defines a bounded linear functional
on L (2, ). Hence if we let n — oo, the weak convergence of {f,} gives us

OE/fX{z;f<0}du20=>/ fdu=0.
L {z:f<0}

From this we may deduce that the set on which f takes negative values must have
zero p—measure, therefore f € Ly (Q, ), . That is Ly (2, p), is a weakly closed
subset. O]

The main part of our convergence argument utilises the Dunford—Pettis theorem,
which provides us with sufficient conditions to establish the weak convergence of
our sequence of approximations. One such condition is that of equiintegrability
which we introduce below.

Definition 2.1.17. Let (9,4, 1) be a measure space. A family F of measurable
functions u : Q@ — [—00, 0] is said to be equiintegrable (uniformly integrable) if
for every € > 0 there exists a § > 0 such that

sup [ 7] dp <,
A

feFr
for every measurable set A C Q with p(A) <.

Essentially this condition says that integrals over sets of small measure are uni-
formly small. In our application setting this will ensure that the mass of the system
does not become too concentrated. There are a number of equivalent characteri-
sations of equiintegrability, which the reader may find in [32, Theorem 2.29]. For
our purposes the most important characterisation of equiintegrability is given by
de la Vallée Poussin’s theorem, a refined version of which is given below.

Theorem 2.1.18. (de la Vallée Poussin’s Theorem) Let F be a bounded subset of
Ly (2, ), then F is equiintegrable if and only if there exists a non-negative, convex
function ® € C* ([0, 00)), with ®(0) = 0 and ®'(0) = 1, such that O is concave

and
®
ﬁ—>c>o as r — oo and sup/@(]f\)du<oo.
z feF Ja
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Proof. The necessity of this condition can be derived easily from [51, Theorem
8], which under the assumption that F is equiintegrable provides us with a W
satisfying all the stated conditions with the exception that the function ¥ has
derivative 0 at 0 and is not stated to be non-negative. Given such a ¥, we set
®(z) = ¥(x) + x. Then P retains the required properties of ¥ but additionally
®’(0) = 1. Also, by utilising the following standard inequality for C! convex
functions

O(z) 2 0(y) + '(y)(z —v), (2.3)

with > 0 and y = 0 we can see that ®(x) must be non-negative on [0, 00). The
sufficiency of our conditions comes straight from the standard version of the de la
Vallée Poussin theorem [32, Theorem 2.29 (iii)]. O

In our analysis we shall require some properties of such a function, which we set
out in the following lemma.

Lemma 2.1.19. Let ® be as in Theorem 2.1.18; then for non-negative x and y
we have the following:

(i) 2®'(y) < (x) + (y);
(ii) @'(y) > 0.

Proof. The first of these inequalities is non-standard and the proof can be found
in [51, Proposition 13 (30)]. For the second property we return to inequality (2.3),
with z = 0 and y > 0, which gives us

®(0) > @(y) +P'(y)(0 — y).
7 =7

An obvious rearrangement yields
y®'(y) > (y) > 0.

Now in the case that y = 0 property (ii) is given by the definition of ®. Hence we
may assume that y > 0 and divide through by it to obtain the desired result that
d'(y) > 0. O

We now come to the Dunford—Pettis theorem, one of the most significant technical
tools applied in this work. The theorem provides necessary and sufficient condi-
tions for a subset of an L, space to be weakly sequentially compact. That is, any
sequence in the subset must have a subsequence which is weakly convergent.

Theorem 2.1.20. (Dunford-Pettis Theorem) Let (2,.A, ;1) be a measure space
and let F C Ly (Q, ). Then F is weakly sequentially compact if and only if the
following conditions are satisfied:

(i) F is bounded in Ly (2, p);
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(i) F is equiintegrable;

(iii) For every e > 0 there exists A. C Q with A. € A such that u(A.) < oo and

sup [ Il du<e.
rer Joa.

We note that in the case that p(§2) < oo condition (iii) is automatically satisfied
by taking A. = Q for all values of .

Proof. See [32, Theorem 2.54]. O

2.2 Calculus of Vector-Valued Functions

In this section we shall consider functions which map from an interval I in R into
a normed vector space (X, | - ||). We will generalise a number of concepts from
standard calculus of real-valued functions. This generally involves the simple sub-
stitution of the relevant norm in place of the modulus in the standard definitions.

Definition 2.2.1. The function f : I — X is said to be strongly continuous at
the point ¢ € I, if for each € > 0, there exists a § > 0 such that

|f(t) — f(c)|]| < e whenever t € I and |t — ¢| < 0. (2.4)

e The function f is said to be strongly continuous on the interval I, if f is
strongly continuous at all points ¢ € I;

e The set of all functions f : I — X, which are continuous on [ is denoted by
(I, X);

o If for all € we can find a ¢, such that (2.4) holds for all ¢ € I, then we say
that f is (strongly) uniformly continuous on I;

e In the case of X being a Banach space and I = [, 5] with —co < a < < o0,
then C([a, f], X ) forms a Banach space under the norm

[flloe = sup {LF (@), £ € [ev, B}
see [14, Theorem 1.39].

Definition 2.2.2. The function f : I — X is said to be strongly differentiable at
the point ¢ € I, if there exists some element g € X such that, for all € > 0, we can
find a corresponding § > 0 such that

Hf(ﬁ”ﬁ — f(¢)
h

—g|| <& whenever c+h el and 0 < |h| <.

The element g is referred to as the strong derivative of f at ¢, and is often denoted

by f(c).
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e A function f that is (strongly) differentiable at a point is necessarily (strongly)
continuous at that point;

e If the function f is strongly differentiable at all points ¢ € I, then we say
that f is strongly differentiable on I;

e Suppose that f is differentiable on I and that the derivative f’ is continuous
on I, then we say that f is strongly continuously differentiable on I. The set
of all such functions is denoted by C'(1I, X).

Having defined a notion of differentiability, we now define two approaches to vector-
valued integration and outline a number of key results concerning these constructs.

Definition 2.2.3. Suppose that f : [, ] = X where —0o < a < f < 00. Let us
denote by P, the following partition of the interval [« (]:

P, : Oé:t0<t1<t2<"'<tn:/6,

and introduce the following ‘measure’ of this partition:
| Pall = énrg%(n(tm —tm—1)-

As we would with a real-valued function, we can form a Riemann sum of f over
this partition, defined by

S(fPa) = Y () (b = tmr),

where t,, is an arbitrary point from [t,,_1,%,]. If we consider a sequence of such
Riemann sums and find that they converge in X as || P,|| — 0, and if the limit is
independent of the manner in which ||P,|| — 0, then we say that f is Riemann
integrable on [a, B]. We denote the common limit by [ f f(t)dt and refer to it as
the strong Riemann integral of f over [a, f].

Checking whether a function is integrable in this way may be rather involved in
practice. However, as with real-valued integration, certain classes of functions can
be shown to be automatically Riemann integrable. In the following theorem we
cover an important class of integrable functions, before going on to detail a number
of important properties and results concerning their integrals.

Theorem 2.2.4. Let X be a real Banach space and let f : [a, 5] — X be strongly
continuous. Then f is Riemann integrable on [a, ).

Proof. See [14, Theorem 1.43]. O
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Theorem 2.2.5. Let X be a real Banach space and let f : [a, 5] — X be strongly
continuous. Then by the previous result f is Riemann integrable and its integral

satisfies
B B
[ r0a < [Cirona

where the right-hand integral is a standard real-valued Riemann integral.

Proof. See [14, Theorem 1.44]. O

Improper integrals on infinite or semi-infinite intervals can be tackled in the
same manner as we would handle real-valued integrals. For example, suppose
[+ o, 00) = X, then we may consider defining [ f(t) d¢ as follows:

T—00

/ f(t)dt = lim f(t)dt, if this limit exists.

The following theorem provides a condition under which such a limit will exist.

Theorem 2.2.6. Let X be a real Banach space and let f : [o,00) — X be strongly
continuous. If the real integral [ || f(t)|| dt exists, then [° f(t)dt exists in X

and we have - -
[ rwal < [Cisena
]

Proof. See [14, Theorem 1.45].

]

Theorem 2.2.7. (Fundamental Theorem of Calculus) Let X be a real Banach
space and let f: o, B] — X be strongly continuous. Then, for each t € [a, (], the
integral foi f(s)ds exists in X and

d t
G | 1eas= .

If f is additionally C* on («, B), then

B8
/ F(5)ds = F(8) — f(a),

whenever the right-hand side is defined (in particular when f' can be continuously
extended to [a, (]).

Proof. See [47, Page 340] and [35, Theorem 89]. O

As with integration of real-valued functions, the Riemann integral can prove in-
sufficient for our needs and so we may consider introducing alternative forms of
integral. One such approach is the Bochner integral, which we now introduce. The
Bochner integral extends Lebesgue integration to Banach space valued functions.
In what follows let I C R be some interval, let A denote the Lebesgue measure
and let (X, || -]|) be a Banach space.
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Definition 2.2.8. An X —valued function s : I — X is called a simple function if
it can be represented in the form

n
S = E TpXIy»
k=1

for elements z, € X and disjoint measurable sets I, C I. We say that such a
function is Bochner integrable if x;, = 0 whenever A(I;) = oo, and define its
(Bochner) integral to be

/Is(t) dt = ixk)\ (Ir) .

Definition 2.2.9. If the function f : I — X (defined almost everywhere on I)
can be approximated pointwise on I by simple functions, that is if there exists a
sequence {s,}, .y of simple functions on I such that

lim ||f(t) — s,(t)]| =0 for almost all ¢ € I,
n—oo

then we call f (Bochner) measurable. If f is measurable and there exists a sequence
{sn}nen of simple functions on I such that

n—oo

lim / 1£(8) = sa(t)]] dt =0,

then we say that f is Bochner integrable. For such an f its Bochner integral is
defined by

/f(t) dt = lim [ s,(t)dt.

n—oo I

The above definition of integrability may prove unwieldy to use in practice. The
following result provides a more applicable characterisation which we shall make
use of in our analysis.

Theorem 2.2.10. The measurable function f : 1 — X 1s integrable if and only if

/I 1] dt < oo,

\ [ s dtH < [l

Proof. See [24, Chapter 2, Theorem 2 and Theorem 4]. ]

in which case we have

Remark 2.2.11. The Bochner integral provides many of the familiar results from
scalar valued integration such as Fubini’s theorem and Lebesgue’s dominated con-
vergence theorem. For a full account of the Bochner integral and its properties
the reader is directed to [36, Chapter 3].
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Theorem 2.2.12. Let f : [a, 5] — X be continuous; then the Riemann and
Bochner integrals of f over [a, 5] both exist and agree.

Proof. Let g [ and p [ denote the Riemann and Bochner integrals respectively.
Let P, denote a partition of [«, 8] as in Definition 2.2.3 and let 7, = [tx_1, %)
for k =1,...,n—1, and 7, = [t,_1,t,], so that ||P,]] — 0 as n — oo. By
Theorem 2.1.20, f is Riemann integrable and

/f :thfP—hmetk

[| Pr||—0

where £, is any point in 7, and X is the Lebesgue measure. Given such a sequence
of partitions we define the simple functions s, : [a, 5] = X by

Using the properties of a norm we then have

LF(t) = sa(O)l = || £E) =D X, () f (T

= 13" xn &) (F() = £(@)

< S xa@O[|(F) = £E@)]|- (2.5)

Let us fix t € [a, f]; then, by the continuity of f, given € > 0 we can find 6 > 0
such that
|f (&) — f(®)]] <eforall t' € [, ], such that [¢' —t]| < 4.

Let us now take N such that ||P,|| < ¢ for all n > N. For all such n, our fixed
t must belong to exactly one of the intervals 75, say ¢ € Tp(,). Then we have
|tim@n) — t] < & so that || f(Zmm)) — f(t)|| < e. The inequality (2.5) then becomes

1F () = su()l < [1f(tn(n)) = ()] <&, for all n > N.

Therefore we have for each ¢ € [, ] that

Tim [[£(t) = s (1)) = 0, (26)
hence f is measurable. As the norm || - || : X — R is continuous, ||f(-)|| : [«, 5] —

R defines a continuous mapping hence it is bounded on finite closed intervals.
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Therefore there exists an M € R such that || f(¢)|| < M, for all ¢ € [, ]. As each
t € [a, B] belongs to exactly one 73, we have

lsn()II <D xn @) [ F @] < M,
k=1

and therefore, for all ¢ € [a, 8] the following bound holds

1) = sn@®I < WSO+ llsn(®)]] < 2M.

This, along with (2.6), allows us to apply the scalar version of Lebesgue’s domi-
nated convergence theorem to get

B B
fim [0 = a0 ds = [ lim [1£(0) = su(0)] ds = 0.

n—oo

Hence f is Bochner integrable and its integral is given by

B B noo B
B/ fO)dt = lim [ s,(t) ds:ggoz:f(tm(m) :R/ £(t) dt.

n—oo a

]

This result allows us to ascertain that the results of Theorem 2.4.15 and Theo-
rem 2.4.15 hold for the Bochner integral.

Definition 2.2.13. As was the case with scalar-valued functions, if we consider

the classes of functions f : I — X which differ only on sets of Lebesgue measure
zero, then the spaces (L, (1, X), ||||,) defined by

L,(I,X):= {f:[—)X: f is measurable, and || fI[7 ::/Hf(t)Hp dt<oo},
I

for 1 <p < oo and
Lo (I,X) := {f:]—>X: f is measurable, and || f]|, :=esssup||f(s)]| < oo},
sel

form Banach spaces.
Proof. See [26, Chapter 3, Theorem 6.6]. O]

For our applications we will be considering the case p = 1 with X = L(£2, du), and
we now examine the relationship between L; (I, L1 (2, dp)) and Ly (I x Q, dtdp)).

Going from Ly (I x Q, dtdp)) to Ly (I, L1(€2, du)) is rather straightforward; for
any f € Ly (I x Q, dtdp)), the Fubini theorem tells us that f is p-integrable over
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2 for almost all ¢ € I, hence can be treated as an element of Ly (I, Ly (€2, du)).

However the space Ly (I, L1(£2, di)) does in fact consist of equivalence classes of
equivalence classes of functions. Given some f € Ly (I, L1(2, du)), for each t € I,
f(t) is an equivalence class of functions, such that any pair of members agree
p—almost everywhere. If we select a particular f(¢,-) € f(t), then the resulting
function f(t,r) defined on the product I x € is called a representative of f. It is
not immediately clear whether we can define a representation f(t,z), measurable
on I x €, such that for almost all (¢,2) € I x Q. This question is answered in
the affirmative in the following theorems along with further shared properties of
abstract Banach space valued functions and their measurable representations.

Theorem 2.2.14. Let 0 < T < oo and let (2, A, u) be a positive measure space.
Let us denote by dt the Lebesque measure on [0,T).

(i) If f : [0,T) — Li(Q2, du) is a (Bochner) integrable function on [0,T'), then
there exists an integrable function f : [0,T) x Q — R, such that f(t,-) = f(t)
for almost all t € [0,T). Furthermore this f is uniquely determined except
on a set of (product) measure zero;

(ii) Conversely, suppose f : [0,T) x Q — R is integrable. Then the function
f:00,T) = Li(Q, du) defined for almost all t € [0,T) by f(t) := f(t,-) is
integrable.

Further, in both of these cases we have

[ s o= [T

which holds on almost all of 2, where the left-hand integral above is the Bochner
integral and the right-hand integral is usual Lebesgue integral of a scalar-valued
function.

Proof. See [26, Theorem 3.11.14 and Corollary 3.11.15 (page 194) and Theorem
3.11.17 (page 198)]. O

Theorem 2.2.15. Suppose that f : [0,T) — Li(Q2, du) is n-times continuously
differentiable, in the sense of Definition 2.2.2. Then there exists a real-valued
function f(t,z), measurable on [0,T) x Q, such that for almost all x € Q and
0<k<n-—1,0Ff(t,x) is absolutely continuous w.r.t. t and OFf(t,-) = f*)(t)
for a.a. t €[0,T). Moreover O f(t,x) exists almost everywhere in [0,T) x Q and
orf(t,.) = f™(t) for almost all t € [0,T). Further, by Theorem 2.2.14(i) this
numerical representation is unique up to a set of measure zero.

Proof. See [10, Theorem 2.40]. O

These results allow us to treat the two spaces as essentially identical for our pur-
poses and to switch between them when mathematically convenient.
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2.3 Operators

We now consider operators which map from one normed vector space to another.
In terms of background knowledge, we assume a familiarity with basic concepts
such as linearity and boundedness, but in this section we provide an overview of
the required concepts relating to operators which may be considered less standard.

In what follows we shall assume (X, || ||), (X1, ] ||x,) and (Xa, || - ||x,) to be (real)
normed vector spaces, unless otherwise stated.

Definition 2.3.1. The operator A : D(A) C X; — X, is said to be closed if
whenever a sequence {f,} ~, C D(A) is such that f, — f in X; and Af,, — g in
Xy, then f € D(A) and Af = g.

Definition 2.3.2. The graph of the operator A : D(A) C X; — X is the subset
G(A) of (X1 x Xo, || - [|x,xx,) defined by

G(A)={(f.9): f € D(A),g=Af}.

Lemma 2.3.3. The operator A : D(A) C Xy — Xy is closed if and only if its
graph G(A) is a closed subset of (X1 X Xo, || - || xyxx5)-

Proof. See [14, Theorem 1.64]. O

Lemma 2.3.4. Let X be a Banach space and let A: D(A) C X — X be a closed
operator. Suppose that f : I — X 1is Bochner integrable, where I denotes some
interval. If f is such that f(t) € D(A) for allt € I and Af : I — X is Bochner
integrable, then [, f(t)dt € D(A) and

A/If(t)dt:/lA(f(t)) dar.

For A € B(X) the above holds for any f : I — X which is Bochner integrable, the
additional requirements being satisfied automatically.

Proof. See [4, Proposition 1.1.7.]. O

Definition 2.3.5. Let A: D(A) C X; — X,. A sequence {f,}.-, C D(A) is said
to be A-convergent to f € Xy, if {f,},—, converges in X; to f and {Af,} ~ isa
Cauchy sequence in Xj.

Definition 2.3.6. Let A: D(A) C X; — Xy and A" : D(A') C X; — X,. We say
that A" is an extension of A if D(A) C D(A’) and A'f = Af for all f € D(A).
The case that D(A) = D(A’) and A = A’ is trivial and typically when we refer to
an extension we expect to have D(A) C D(A’).
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Definition 2.3.7. Let (X, - |[1) and (Xa, || - ||2) be two Banach spaces. We
say that the linear operator A : D(A) C X; — X is closable if it has a closed
extension. Given a closable operator A, we call its smallest closed extension the
closure of A, which we denote by A. An element f € X; belongs to D(A) if and
only if there exists a sequence {f,} -, in D(A) which is A-convergent to f. In
this case Af = lim,,_,o Af,; see [40, page 166)].

Definition 2.3.8. Suppose that (Xi, || ||1) and (Xs, || - ||2) are real Banach spaces
equipped with positive cones X;, and X5, respectively. We say that the operator
A:D(A) C Xy — X, is positive if it maps D(A), = D(A) N X1, into Xo.,.

Definition 2.3.9. Let X be a Banach space and A : D(A) C X — X a linear
operator. Then the resolvent set, p(A), of A is defined by

p(A)={reC: (M -A)~" e BX)}.
For A € p(A) the operator given by
RO\, A) = (M — 4)~",

is called the resolvent operator of A. The spectrum of A, denoted o(A), is defined
as the complement of the resolvent set, p(A), in C, that is

a(A) =C\p(A) ={A e C: A ¢ p(A)}.

Definition 2.3.10. Let (X, || - |]1) and (Xa, | - [|2) be Banach spaces and let
A:D(A) C X; — X;and B: D(B) C X; — Xj be operators with D(A) C D(B).
We say that B is A-bounded (or B is relatively A-bounded) if there exist non-
negative constants a and b such that

1Bfll2 < allAflls +bllf ]l for all f € D(A). (2.7)

The infimum of the values of a for which such a bound exists is known as the

A-bound of B.

Lemma 2.3.11. Let (Xy,| - |[1) and (Xo, || - ||2) be Banach spaces and let the
operators A : D(A) C X1 — Xy and B : D(B) C X; — X5 be linear, with D(A) C
D(B) and p(A) # 0. Then B is A-bounded if and only if BR(\, A) € B(X1, X5)
for some X € p(A).

This is a more general version of the result given in [10, Lemma 4.1]. Therefore,
for completeness we include the following proof of the lemma.

Proof. Let the operator B be A-bounded and let g € X;. Then for A € p(A) we
have R(\, A)g € D(A) and there exist non-negative constants a and b, such that

IBR(A, A)gll2 < allAR(A, A)gll + b R(X, A)gl1.-
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Rewriting AR(A, A)g, as follows:
ARMNA)g= (A= A)R(N, A)g+ AR(N\, A)g = AR(N\, A)g — g,
the previous inequality becomes
IBR(A, A)gllz < al[AR(A, A)g — gll + bl[R(A, A)gllx
< (aAl+O)IRA, A)glh + allg]-

As X € p(A), there exists a constant M > 0 such that ||R(X\, A)g|l1 < M||g||1, for
any g € X;. Therefore

[BR(A, A)gll2 < (Ma|Al + Mb+a)l|g]]1.
Hence BR(A, A) € B(X1, Xs). Now conversely, suppose that BR(\, A) € B(X1, X»)

for some A € p(A), with |BR(X, A)|| = K. If f € D(A), then f = R(\, A)g for
some g € X;. Therefore

[Bfll2 = IBR(A, A)gll2 < Kllglh = KI[(AT = A)flly < K[| Af[lx + [A KLl

Hence B is A-bounded, as defined in Definition 2.3.10, completing the proof of the
result. O

Lemma 2.3.12. Let X be a Banach space and let A: D(A) C X — X be closed,
and B : D(B) C X — X be A-bounded with A-bound strictly less than 1. Then
the sum (A+ B, D(A)) is a closed operator.

Proof. See [28, Chapter 3, Lemma 2.4]. O]

Definition 2.3.13. A subspace D of the domain D(A) of a linear operator A :
D(A) C X — X is called a core for the operator A, if D is dense in D(A) for the
graph norm

[flla = A1+ A

Definition 2.3.14. If (A, D(A)) is an operator in X and Y C X, then the part
of Ain Y, denoted Ay, is defined by

Ay f = Af, on the domain D(Ay) ={f e D(A)NY : AfeY}.
The restriction of (A, D(A)) to D C D(A) is denoted by A|p and defined simply

as

Alpf = Af, for f € D.

2.4 Semigroups

For much of the analysis in this thesis we shall be relying on the tools provided
by the theory of semigroups. This section provides an introduction to the concept
of an operator semigroup and gives an account of the key results in this area. We
conclude the section by indicating how the theory can be used to tackle problems
of the type we shall be considering.
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2.4.1 Introduction to Semigroups

As a way of motivating what follows, let us imagine a dynamical system evolving
with time. Supposing that the state of the system can be represented as an element
of some Banach space X, so that at each point in time ¢ the system is described
by u(t) € X. The evolution of the system can then be thought of as defining a
family of transition operators (T'(s))s>0, whereby applying 7'(s) has the effect of
advancing the system state through a time interval of length s. If the initial state
of the system were described by ug = u(0), then the state at a subsequent time
t > 0 would be given by

u(t) = T(t)ug, (t>0).

Let us now consider some of the properties that the operators (7'(s))s>o should
possess. Since no transition can take place over a time interval of zero length,
we would expect the application of T'(0) to leave the system state unchanged.
Therefore we should have T'(0) = Ix, where Iy is the identity operator on X.
Additionally, if the system evolved for an initial period of length ¢, before evolving
for a further period of length s, then we would expect to find it in the same state as
we would had it simply evolved over an interval of length s+¢. We should therefore
expect the operators (7°(s))s>o to satisfy T'(s +t) = T'(s)T'(t) for all s,¢ > 0. This
concept of a family of evolution operators is formalised in the following section,
before we go on to develop the theory surrounding such a family.

2.4.2 Strongly Continuous Semigroups

Definition 2.4.1. Let X be a Banach space. Then a family of operators (1'(t));>0 C
B(X) forms a Cy-semigroup (strongly continuous semigroup) of operators on X, if
it satisfies the following conditions:

(i) T(0) = Ix where Iy is the identity operator on X;

(i) T(s+t) =T(s)T(t) for all s,t > 0;
(#2) | T(t)f — fllx — 0 ast — 07 for any fixed f € X.
Conditions (i) and (i7) are motivated by the previous consideration of a system
evolving with time. It is common to see condition (ii) referred to as the semigroup
property in the literature. The continuity condition (i:7) might appear weak. How-
ever, in conjunction with conditions (7) and (é¢) it can be used to establish further

results. Having said this, perhaps a more obvious choice would be to replace (ii7)
with the following alternative:

IT(t) = I|lpx) — 0 as ¢ — 0F. (2.8)

Replacing condition (zii) of Definition 2.4.1 with the above alternative provides us
with a stricter class of semigroup, which is described in the following definition.
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Definition 2.4.2. A family of operators (T'(t));>0 C B(X) satisfying the condi-
tions (7) and (i7) of Definition 2.4.1 and (2.8) is known as a uniformly continuous
semigroup. This condition is stronger than (iii) above, with each uniformly con-
tinuous semigroup automatically forming a Cy-semigroup, whilst the converse is
not, in general, true.

For many applications the condition (2.8) proves too strong and we will mainly be
utilising strongly continuous semigroups and their properties.

Theorem 2.4.3. Let X be a Banach space and (T'(t))i>0 a Co-semigroup on X.
Then there exist constants M > 1 and w € R such that

|T(t)]| < Me** for t>0. (2.9)

The infimum of the values of w for which such a bound can be formed, is called the
growth bound of the semigroup.

Proof. See [28, Chapter 2, Theorem 1.10]. O]

If we are able to form a bound of the form (2.8), where M = 1 and w = 0, then
we say that we have a semigroup of contractions or a contraction semigroup. For
our purposes, an important class of such semigroups are substochastic semigroups,
which we now introduce.

Definition 2.4.4. Let X denote a Banach space of the type L (€2, x) with positive
cone X;. Let (T(t))>0 be a Cy-semigroup on X. We say that (T7'(t))i>0 is a
substochastic semigroup on X if, for each ¢t > 0, ||T'(¢)|| < 1 and T'(t)f € X for
all f € X,. If additionally ||T(¢)f|| = || f|| for all ¢ > 0 when f € X, then we say
that (T'(t))i>0 is a stochastic semigroup.

Lemma 2.4.5. Let X be a Banach space and let (T'(t))i>0 be a Cy-semigroup on
X. Then, for each fixed f € X, the mapping t — T(t)f is a continuous map from
the non-negative real line into X.

Proof. See [68, Chapter 1, Corollary 2.3]. O

2.4.3 Generators

Let us consider a complex scalar-valued function ¢ : [0,00) — C, which satisfies
the following properties:

(1) 0(0) =1;
(i) P(s+t) = ¢(s)p(t) for all s,t > 0;

(74) ¢ is continuous on [0, 00).
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Then, as Cauchy proposed in [21], the function ¢ must take the form e’ where
a may be any complex constant. Comparing these conditions to those set out in
Definition 2.4.1 together with Lemma 2.4.5, the resemblances are clear. Therefore,
it is perhaps reasonable to think that given a Cy-semigroup (7'(¢));>0, the operators
would have the form T'(t) = exp(tA), where A is some operator.

Theorem 2.4.6. Let X be a Banach space and suppose that the power series
A(z) = Y07 o anz"™ has radius of convergence r > 0. Then for A € B(X) such that
|A|| <, the series

$(A) = a,A", (2.10)

converges in B(X), where A™ signifies composition of the operator A applied n
times. Further, if the coefficients (ag,aq,as,...) are real and non-negative, then

(A < oAl
Proof. See [14, Theorem 1.86]. O

Theorem 2.4.7. Recall that the exponential function exp(z) has the power series
representation Y -, 2" /n! with infinite radius of convergence. Hence if A € B(X),
then tA € B(X) for each t > 0, and therefore

exp(tA) = Z "4

n=0

: (2.11)

n!

converges in B(X). When A € B(X), then the family of operators (T'(t))i>o, where
T(t) = exp(tA), forms a uniformly continuous semigroup on X. In fact, it may
be shown that every uniformly continuous semigroup on a Banach space takes this
form for some A € B(X).

Proof. See [28, Chapter 1, Theorem 3.7 and Chapter 2, Corollary 1.5]. m

Taking the series (2.11), and assuming it is valid to differentiate it term-by-term,
we arrive at the following expression:

tnAn+1
!

—— (t>0).

d [e.e]
i TO =443

When evaluated at t = 0, this gives

T'(0) = [% {T(t)}} — A

t=0

Therefore, the operator A has been recovered from the semigroup by taking the
(right) derivative of the semigroup, and evaluating it at ¢ = 0. These operations
have been carried out under the assumption that the operator A was bounded,
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however this may not be the case in practice. We now look to extend the ideas
outlined here to the case of a general Cy-semigroup. A significant concept in this
task, and more widely in the theory of semigroups, is that of the generator of a
semigroup, which is introduced below.

Definition 2.4.8. Let (7'(t)):>0 be a Cy-semigroup on a Banach space X. Then
the (infinitesimal) generator of (T'(t))>o is the operator A : D(A) C X — X
defined as follows.

Fort>0and f € X, let A,f ={T(t)f — f}/t. Then

D(A) ={f € X : limy_,o+ A;f existsin X}
Af =limy o+ Asf for f e D(A)

It is easily shown that the operator A is linear and that its domain D(A) is a
vector subspace of X.

This general definition of the generator was guided by the approach adopted with
the uniformly continuous semigroup, where we took the derivative of the semigroup
and evaluated it at ¢ = 0. However, in keeping with the continuity conditions of
Definition 2.4.2 and Definition 2.4.1, we have moved from the space of bounded
operators B(X), to the Banach space X.

In the remainder of this section we will consider the idea of the generator further
and establish some of its key properties. This will culminate in the most significant
results concerning Cy-semigroups and their generators, namely the Hille-Yosida
theorem and its generalisation. These theorems provide both necessary and suffi-
cient conditions for an operator to generate a strongly continuous semigroup.

Definition 2.4.9. Let X be a Banach space. Then for real numbers M > 1 and
w € R, we denote by G(M,w; X) the set of operators A which generate a Cy-
semigroup on X that satisfies the bound (2.9). For the existence of such an M
and w, see Theorem 2.4.3.

Theorem 2.4.10. (Rescaled Semigroups) Let A be the generator of a Cy-semigroup
(T'(t))t>0, which satisfies the bound (2.9). Then for any p € R, (S(t))i>0 =
(eM'T'(t))s>0 provides a Co-semigroup which satisfies

1S(t)|| < Me“*™t for t > 0.
The generator of this new semigroup is B = A+ ul, with D(B) = D(A).

Although this result is stated in [28, page 60|, no explanation is given and therefore
we include the following proof.
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Proof. 1t is easily shown that (S(¢)):>0, as defined above, satisfies conditions (4)-
(737) from Definition 2.4.1. Firstly, evaluating at ¢ = 0, we get

S(0) = e"T(0) = T = I.

Confirming condition () holds. Secondly, for all s, > 0, we obtain condition (1)
as follows:

S(s+1t) =T (s 1) = T (s)T(t) = e T(s)e"T(t) = S(s)S(t).
Finally, for all f € X, we have
IS@F =l = [T f — fl| = ||T () f — e f+ef— [
< [T @) f = e + [l = /]
= T f — [l + e =1 If]
— 0 as t— 0T,

Hence condition (i:7) is satisfied, completing the requirements of Definition 2.4.1
for a Cp-semigroup.

The bound given for ||S(t)|| is easily established, as shown below:
IS = [[eT(#)|| = e IT(X)]| < e Met = Me ™" for ¢ > 0.

All that remains is to determine the generator of this semigroup, which we shall
denote by B. Applying the method used in Definition 2.4.8, for any f € D(A), we
have
t t
S(t)—lf: e“T(t)—]f:th(T(t)—])f+e“ —lf
t t t t
— Af+uf=(A+ul)f as t— 0",

where we have used L’Hopital’s rule to obtain the limit of the second term. There-
fore D(A) C D(B) and Bf = (A4 ul)f for f € D(A). Conversely, for f ¢ D(A),
the limit of the right-hand side does not exist and hence neither does the limit of
the left-hand side, implying that f ¢ D(B). Therefore the semigroup (S(t)):>0,
must have generator B = A + ul with domain D(B) = D(A). O

Theorem 2.4.11. Let (T(t))i>0 be a Cy-semigroup on a Banach space X, with
generator A. Then, for all f € D(A), we have

T(t)f € D(A) and A(T(¢)f) =T(t)(Af) for all ¢t >0,
SATOS} = ATOf) = T)(AS),

where the derivative is the strong derivative with respect to the norm on A, two-
sided for t > 0 and right-sided at t = 0.
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Proof. See [14, Theorem 2.12]. O

Theorem 2.4.12. Let A: D(A) C X — X be the generator of a Cy-semigroup
(T'(t))e>0 on a Banach space X. Then A is a closed operator (Definition 2.3.1) with
domain D(A), which is dense in X.

Proof. See [14, Theorem 2.13]. O

Lemma 2.4.13. Let A : D(A) € X — X be the generator of a Cy-semigroup
(T'(t))i>0 on a Banach space X. Then, for allt > 0 and f € X, we have

/tT(s)f ds € D(A),
0
with .
T(t)f—f:A/0 T(s)fds.

Moreover, if f € D(A), we have

T —f=A| T ds = T(s)Af ds.

05— =4[ T~ [ T)aras

Proof. See [28, Chapter 2, Lemma 1.3]. ]

Theorem 2.4.14. Let (T'(t))i>0 and (S(t))i>0 be two Cy-semigroups on the Banach
space X. Supposing that these two semigroups share the generator A, then they are
in fact the same semigroup, that is T(t)f = S(t)f for allt >0 and f € X.

Proof. See [68, Theorem 2.6]. O

Theorem 2.4.15. Let (T'(t))i>0 be a Cy-semigroup on a Banach space X. Suppose
that the semigroup satisfies the bound (2.9) and has generator A. If X > w, then
A € p(A), the resolvent operator is given by

R\ A f = /0 h e T (s)fds for all fe X,

and we have
M

A—w
Proof. See [28, Chapter 2, Theorem 1.10]. ]

IRA A <

Definition 2.4.16. Let A: D(A) C X — X be the generator of a Cy-semigroup.
Then, for sufficiently large A > 0, we define the Yosida approzimation Ay of A by

Ay = MR\ A) — M = MAR(M A).
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e For large enough A, we have A € p(A). Therefore R(\, A) € B(X) and hence
A, € B(X) for such values of \;

e The equality above is justified as follows:

NRAA) =M = MM — AR\ A) + AR\, A) — A
= M+ AR\ A) — M
= MR\, A);

e The numerical analogue of the Yosida approximation is

A2 A2 — A\ — A
)\—a_)\: )\Ea a):)\_aa—>aas)\—>oo.

These points suggest that the Yosida approximations may provide bounded linear
approximations to our generator A and that these approximations improve as A
increases. In the following lemma we shall consider this further.

Lemma 2.4.17. Let A: D(A) C X — X be a closed linear operator with D(A)
dense in the Banach space X. Suppose that there exist w € R and M > 0 such that
[w,00) C p(A) and ||AR(\, A)|| < M for all X\ > w. Then the following statements
hold as A\ — oo:

(i) AR\ A)f — f forall f € X;
(i) MAR(N, A)f = AR\, A)AF — Af for all f € D(A).
Proof. See |28, Chapter 2, Lemma 3.4]. O]

We have now reached the point where we shall introduce the Hille-Yosida theorem.
As mentioned previously, this theorem, and its generalisation are perhaps the most
significant in the theory of semigroups. They give the user both necessary and
sufficient conditions for the operator A to be the generator of a strongly continuous
semigroup. Although we do not apply these results in the work that follows, we
include them due to their significance to the field. We begin with the classical
Hille—Yosida theorem, which applies in the case of a contraction semigroup.

Theorem 2.4.18. (Contraction Semigroup; Hille [36], Yosida [82]) The operator
A generates a Cy-semigroup of contractions (T(t))i>o, that is A € G(1,0; X), if
and only if

(i) A is a closed linear operator with domain D(A), which is dense in X ;

(i) for all real numbers X\ > 0, we have \ € p(A) and

1
< —.
IRO A < 5
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Proof. See [28, Chapter 2, Theorem 3.5]. O

The following theorem extends that of Hille and Yosida to cover general semi-
groups. Even though it is a result due to others, it often named as the Hille-Yosida
theorem in the literature.

Theorem 2.4.19. (General Semigroup; Feller [30], Miyadera [61], Philips [72])
Let X be a Banach space. Then A € G(M,w; X) if and only if

(i) A is a closed linear operator with domain D(A), which is dense in X;

(ii) for all real numbers A\ > w, we have \ € p(A) and forn =1,2,...

M

(RO A <

Proof. The proof of the general case is an adaption of that used in the previous
theorem for contraction semigroups. This involves the application a rescaling
technique, similar to that of Theorem 2.4.3, and the introduction of a new norm,
under which our general semigroup becomes a contraction semigroup. We are then
able to apply Theorem 2.4.18. For details, see [28, Chapter 2, Theorem 3.8]. [

In the general case, establishing whether or not a given operator A satisfies the
conditions of Theorem 2.4.19 is usually a complicated task. In particular, com-
puting the powers of the resolvent and establishing condition (i) often proves
intractable. However, in the case of a contraction semigroup the task is more
likely to be achievable. Such semigroups are significant as they arise regularly in
practice. This is particularly true where our system has some physical quantity
which is non-increasing, and the norm is chosen to provide a measure of this quan-
tity. We therefore spend some time considering contraction semigroups and their
generators further. As mentioned, the difficulty in applying the Hille—Yosida theo-
rem in practice is often due to the requirement to calculate the resolvent operator.
It is possible to characterise the generators of contraction semigroups without re-
course to the resolvent operator. However, before we do so, it is necessary to define
some further terminology.

Definition 2.4.20. Let X be a Banach space and A : D(A) C X — X a linear
operator.

o A is dissipative if

AL —A) fI| = A||f]| forall A >0 and f € D(A);

e A is m-dissipative if it is dissipative and

Range (A — A) = X for all A > 0.
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Theorem 2.4.21. (The Lumer-Phillips Characterisation of Generators of Con-
traction Semigroups) The linear operator A generates a Cy-semigroup of contrac-

tions (A € G(1,0; X)) if and only if
(i) A is a closed operator with domain D(A), which is dense in X ;
(ii) A is m-dissipative.

Proof. See [68, Chapter 1, Theorem 4.3]. ]

2.4.4 Constructing the Semigroup

Supposing we have an operator A, which we have identified as the generator of

a Cp-semigroup, then the question which naturally arises is how we obtain the

semigroup itself. In the case that our generator is a bounded operator A € B(X),
then the associated semigroup (7'(t)):>o is simply given by

= AR

T(t) = exp(tA) = .

n=0

- (2.12)

However, when the generator A is unbounded, as is often the case in practical
applications, we cannot be certain of the convergence of this series. Therefore,
if semigroup theory is to be usefully applied in such cases, then alternative con-
struction methods must be sought. The first approach we shall outline comes from
the work of Hille, and takes as its inspiration the common limit definition of the
standard scalar exponential function. For a real or complex scalar a, it is well
known that

exp(ta) = (exp(—ta)) ' = {JE& <1 - %“)n}_l = { (1 - %a> _1}n

Similarly to the bounded case, where the series definition of the exponential func-
tion gave us our semigroup, we might hope to obtain the semigroup by replacing
the scalar a with the operator A in the above relation as follows:

exp@Aﬁ:JL%{[(f—%A)l n}fz,}inso{{? (=" }s

for f € X. It is worth noting the appearance of a resolvent operator on the
right-hand side of the above equation. This idea is formalised in the following
theorem.

Theorem 2.4.22. Let X be a Banach space and let A € G(M,w; X) generate the
Co-semigroup (T(t))i>0. Then, for all f € X

ri07= i {[2n (2]}

n—00 t t
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where convergence is uniform with respect to t on [0, o], for any to > 0.
Proof. See [68, Chapter 1, Theorem 8.3]. O

This representation of the semigroup provides us with the following useful result
for characterising positive semigroups.

Theorem 2.4.23. Let X be a Banach space with positive cone X.. Then the
Co-semigroup (T'(t))i>0 generated on X by A € G(M,w; X) is positive, if and only
if, the resolvent, R (X, A), of the generator is positive for all sufficiently large \.

Proof. See [28, Chapter 6, Theorem 1.8]. ]

The second approach we shall consider was provided by Yosida. The method relies
on approximating the generator A by the family of Yosida approximations {.A,}
as defined in Definition 2.4.16. For sufficiently large values of A the operators
A, are bounded and therefore generate a Cy-semigroup via (2.12). It is our hope
that by taking these semigroups and letting A — oo, we shall obtain our desired
semigroup. The success of this approach is confirmed in the following theorem.

Theorem 2.4.24. Let X be a Banach space and let A : D(A) C X — X be the
generator of a Co-semigroup (T(t))i>0. Then, for all f € D(A)

)\hm A)\f - Afu

and
T f = /\lim exp (tAy) f forall t >0 and f € X.
—00

Proof. The proof for the case when A € G(1,0; X) is covered in the standard proof
of the Hille-Yosida theorem; see [68, Chapter 1, Lemma 3.3]. The general case
when A € G(M,w; X) is handled by a renorming and rescaling; for details see [68,
Chapter 1, Theorem 5.5]. ]

2.5 Evolution Equations in a Banach Space

In order to bring the theory of semigroups to bear on our problems of interest, we
must frame them in the correct setting. As such we will be interested in abstract
differential equations involving Banach-space-valued functions f : [0,7) — X of
the form

d
SI=F JO)= o (213)

where F': (0,7) — X (for some 0 < T < 00) and fy € X. As a first step we must
define exactly what is meant when we talk about a solution of (2.13). We now
introduce the notions of strong, mild and weak solutions of (2.13), and explain
how they relate to one another.
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Definition 2.5.1. A strong solution of (2.13) is a continuous function f : [0,7") —
X that is continuously differentiable on (0,7") and satisfies (2.13) directly.

Assuming that F' is integrable, then integrating equation (2.13) between 0 and
0 <t < T we obtain

f(t)=fo+ /Ot F(s)ds. (2.14)

Definition 2.5.2. A function f : [0,7) — X is a mild solution of (2.13) if it is
strongly continuous and satisfies (2.14) for all ¢t € (0,7).

Remark 2.5.3. We note that due to the fundamental theorem of calculus, any
strong solution automatically satisfies the conditions for a mild solution, however
the converse is not true as f may not be differentiable.

We have one further form of solution to introduce, which is referred to as a weak
solution. Such solutions will occur in the subsequent chapters as the limits of our
numerical scheme.

Definition 2.5.4. A function f : [0,7) — X is a weak solution of (2.13), if for
all ¢ € X’ (where X’ denotes the dual space of X) we have that t — (f(¢),¢) is
locally integrable in (0,7") and

/0 (), 0)Lp(s) ds = —{fo, 8)0(0) — / (F(s), o0b(s)ds,  (2.15)

ds
for all ©» € C*(]0,7)) with compact support, where (g, ¢) denotes the duality
pairing of g € X and ¢ € X'.

Remark 2.5.5. If D C X' is dense in the weak-* topology, then it is sufficient to
show that (2.15) holds for all ¢ € D to establish f : [0,7) — X as a weak solution
of (2.13); see [19, Definition 1.9].

We have already noted that strong solutions automatically provide us with mild
solutions. The following result gives us the equivalence of mild and weak solutions,
when our F' is of a suitable form.

Theorem 2.5.6. Let F' : (0,7) — X be integrable. Then given a solution f :
[0,T) — X of (2.13), in the sense of either Definition 2.5.2 or Definition 2.5.4,
we may alter that solution on a set of measure zero and obtain a solution of the
other type.

Proof. See [19, Theorem 1.20] O
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2.5.1 Abstract Cauchy Problem

Having introduced the idea of an abstract differential equation in a Banach space,
we now consider a specific type of equation where the function F takes a particular
form.

Definition 2.5.7. Let X be a Banach space and let A : D(A) C X — X be some
linear operator. Then the homogeneous abstract Cauchy problem (ACP) associated
with this operator is

d
) = Au(t) (> 0); u(0) = uo, (2.16)

where ug is some given fixed element of X.

Theorem 2.5.8. Let X be a Banach space and let A : D(A) C X — X be the
generator of a Co-semigroup (T'(t))i>0. Then if ug € D(A), the homogeneous ACP
(2.16) associated with A has the unique strong solution

u(t) = T(Hue (t=0).

Note that we require a strong solution to the ACP to satisfy u(t) € D(A) for all
t>0.

Proof. See [14, Theorem 2.40 and Theorem 2.41]. O

The strong solution obtained above requires that the initial value ug be in D(A).
Indeed, from the definition of D(A) we have a strong solution if and only if ug €
D(A). For ug € X \ D(A) the function u(t) = T'(t)ug is continuous but, in general,
not differentiable. However the semigroup can still provide us with a solution in
such cases.

Definition 2.5.9. A continuous function u : R, — X is a mild solution of the
ACP (2.16) if [, u(s)ds € D(A) for all t > 0 and

u(t) = ug + A /0 u(s) ds. (2.17)

where ug is some given fixed element of X.

Theorem 2.5.10. Let X be a Banach space and let A : D(A) C X — X be the
generator of a Cy-semigroup (T(t))i>0. Then, for every ug € X, u(t) = T(t)ug
provides the unique mild solution (as in Definition 2.5.9) to the homogeneous ACP
(2.16).

Proof. See [28, Chapter 2, Proposition 6.4]. n
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Remark 2.5.11. If we compare the definition of a mild solution for the abstract
Cauchy problem in Definition 2.5.9 with that provided earlier in Definition 2.5.2,
then we may see that it differs from what we might expect. In particular, the
operator A could be expected to appear within the integral in Definition 2.5.9.
However, for general uy € X we cannot guarantee that u(t) € D(A) for all £ > 0.
Hence we may not be able to apply A as desired. In the case that uy € D(A),
as will be the case when we utilise Theorem 2.4.15, then by Lemma 2.4.13 we
may pass A through the integral in (2.17) to obtain the form expected from Defi-
nition 2.5.2 and indeed in such cases the unique strong and mild solutions coincide.

Often our equations of interest are not easily expressed in a form like equation
(2.16), usually this will involve additional terms on the right-hand side. We now
consider a number of alternative forms of equation which will occur in our analysis
and provide an overview of the associated theory we shall require.

Definition 2.5.12. Let X be a Banach space, A : D(A) C X — X a linear
operator and ¢ : [0,7) — X for some (0 < T' < 00). Then an equation of the form

Sult) = Aut) +olt) (0<1<T); u(0) = uo, (2.18)

is known as an inhomogeneous abstract Cauchy problem (iACP).

Definition 2.5.13. When we refer to a strong solution of (2.18) we mean a func-
tion w : [0,7") — X with the usual properties of being (strongly) continuous on
[0,7), (strongly) differentiable on (0,7), which satisfies (2.18) directly.

Let A generate the Cy-semigroup (7°(t)):>0 and suppose that u is a (strong) solution
to equation (2.18). We may define the function h(s) = T'(t — s)u(s), which is
differentiable on 0 < s < ¢t and we then have

%h(s) = —AT(t — s)u(s) + T(t — s)u'(s)
= —AT(t — syu(s) + T(t — s)Au(s) + T(t — s)(s)
= —AT(t — s)u(s) + AT(t — s)u(s) +T(t — s)p(s)
= Tt — 5)p(s). (2.19)

Assuming that ¢ € L; ((0,7),X) then T(t — s)p(s) is integrable. If we then
integrate equation (2.19) between 0 and ¢ we obtain

u(t) = T(t)ug + /Ot T(t — s)p(s)ds. (2.20)

For each ¢ € L; ((0,7),X), the function u(t) defined by equation (2.20) is con-
tinuous on [0, 7], but not necessarily differentiable. This raises the prospect of a
weaker form of solution than presented in Definition 2.5.13.
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Definition 2.5.14. By a mild solution to (2.18), we mean a (strongly) continuous
function u : [0, 7)) — X such that f; u(s)ds € D(A) for t € [0,T) and

u(t) = uo + A/tu(s) ds + /tgo(s) ds, for (0<t<T). (2.21)

Remark 2.5.15. Comparing Definition 2.5.14 to Definition 2.5.2 we again see a
difference as in the homogeneous case, where we may expect the operator A to
appear inside the integral. However, this may be problematic in general as we have
no reason to expect u(t) € D(A) for all admissible . That being said, in the cases
in which we will apply the notion of a mild solution as in Definition 2.5.14, the
operator A will be bounded on all of X and so such an operation can be justified
by Lemma 2.3.4. It is easily verified that any strong solution of equation (2.18)
automatically satisfies Definition 2.5.14 and so provides a mild solution.

Theorem 2.5.16. Let A : D(A) C X — X be the generator of a Cy-semigroup
(T'(t))i>0. Then for any ¢ € Ly ((0,7),X) and uy € D(A), the inhomogeneous
ACP (2.18) has a unique mild solution, which is given by (2.20).

Proof. See [68, Chapter 4, Corollary 2.2, Definition 2.3] and [10, Proposition 3.31].
]

We may now ask what additional conditions can be imposed in order for our
mild solution to satisfy the stricter definition of a strong solution. The following
theorem provides us with sufficient conditions such that our solution wu(t) satisfies
Definition 2.5.13.

Theorem 2.5.17. Let A : D(A) C X — X be the generator of a Cy-semigroup
(T'(t))es0- If @ is differentiable almost everywhere on [0,T] and ¢’ € Ly ((0,T), X),
then for each uy € D(A), the inhomogeneous ACP (2.18) has a unique strong
solution on [0,T] (satisfying Definition 2.5.1), which is given by (2.20).

Proof. See [68, Chapter 4, Corollary 2.2 and Corollary 2.10]. n

Remark 2.5.18. Any ¢ satisfying the conditions of Theorem 2.5.17 must also satisfy
those set out in Theorem 2.5.16. Therefore, in cases as described in Theorem 2.5.17
there must also be a unique mild solution, which coincides with the strong solution.

2.5.2 Perturbations

When formulating our equation of interest as an abstract Cauchy problem, it is
common that the terms which should appear on the right-hand side of equation
(2.16) are more naturally expressed as two or more separate operators, perhaps
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due to the differing nature of the effects they are representing. This results in an
equation of the form

d

dt
Very often checking the conditions of Theorem 2.4.19 directly for A + B would
prove intractable. In situations such as this, it is often easier to consider the oper-
ators A and B individually, making use of a set of theorems known as perturbation
results. In most of these results it is assumed that one of the individual operators,
say A, generates a Cy-semigroup. The question then arises under what conditions

on B the combined operator A + B (or some related operator) forms a generator
of a Cy-semigroup.

u(t) = Au(t) + Bu(t) (t>0); u(0) = uy.

Perhaps the most obvious example in which we might expect a positive answer,
is the case where the operator B is bounded, and such a case is covered in the
following theorem.

Theorem 2.5.19. Let the linear operator (A, D(A)) generate a Cy-semigroup
(T'(t))1>0, satisfying the bound (2.9) on a Banach space X. If B € B(X), i.e. B
is a bounded linear operator from X into X then the sum A+ B with D(A+ B) =
D(A) generates a Cy-semigroup, (S(t))iso, satisfying

1S(t)|| < Me@HMIBDE for ¢ > 0.
Proof. See [28, Chapter 3, Theorem 1.3]. 0

Theorem 2.5.20. Let (A, D(A)) and (A+ B, D(A)) respectively generate the Cy-
semigroups (T'(t))i>0 and (S(t))i>0 on the Banach space X, where B € B(X).
Then for all f € X and t > 0, the semigroups satisfy Duhamel’s equation, that is

t

Sit)f = T(t)f—i—/o T(t — s)BS(s)f ds.

Proof. See [28, Chapter 3, Corollary 1.7]. O

Theorem 2.5.21. Suppose that the Cy-semigroup (S(t))i>o is generated by the
operator (A + B, D(A)), where (A, D(A)) generates the Cy-semigroup (T (t))t>0
and B € B(X). Then the semigroup (S(t))i>0 can be obtained as follows:

S(t) = i Sn(t), (2.22)
where Sy(t) :=T(t) and

Sn1(t)f = /OtT(t —s)BS,(s)fds, t>0, feX.
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The series (2.22), known as the Dyson—Phillips series [27], converges in the oper-
ator norm on B(X) and uniformly for ¢ on compact intervals of [0, o).

Proof. See [28, Chapter 3, Theorem 1.10]. n

For some of the applications in the later chapters, the requirement that B be
bounded will turn out to be too restrictive. We therefore turn to an alternative
perturbation result, namely the Kato-Voigt perturbation theorem. This result
does not rely on B being bounded. However, in removing this restriction we lose
A+ B as our generator and instead we can only say that some extension of A+ B
is a generator.

Theorem 2.5.22. (Kato—Voigt Perturbation Theorem) Let X = Ly(Q,u) and
suppose the linear operators A and B satisfy the conditions

(i) (A,D(A)) generates a substochastic semigroup (Ga(t))i>o on X;
(i) B is a positive linear operator with D(A) C D(B);
(#ii) For all f € D(A)4,
s Bna<o

Then, there exists an extension (K, D(K)) of the operator (A + B, D(A)), which

generates a substochastic semigroup (G (t)),>o-
Proof. See [10, Corollary 5.17]. O

Remark 2.5.23. For reasons which will become apparent in the upcoming defini-
tion, it is common to express condition (#4i) in the form

/(A + B)fdu = —c(f) for f e D(A);, (2.23)
0
where ¢ is some non-negative linear functional defined on D(A).

A practical downside of this result is that it guarantees only the existence of a
generator K, and provides no indication of how this operator relates to A + B.
The nature of the generator K is closely related to the concept of semigroup
honesty, which we now define.

Definition 2.5.24. The positive semigroup (G (t)),>,, generated by the exten-
sion K of A+ B from Theorem 2.5.22, is honest if the linear functional ¢, given
by (2.23), extends to D(K), and for all uy € D(K)4, the non-negative solution
u(t) = Gg(t)ugy to

d
Eu(t) = Ku(t), t>0; u(0)=uy,
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satisfies

d d

G101 = 55 [ ) s = —c(ute)
where ||-|| is the norm on the space X from Theorem 2.5.22.

Lemma 2.5.25. The functional ¢, given by (2.23), extends to a non-negative
continuous linear functional on D(K)

Proof. See [10, Theorem 6.8]. O
Theorem 2.5.26. The semigroup (G (t)),s, s honest if and only if K = A+ B.
Proof. See [10, Theorem 6.13]. O

Remark 2.5.27. Some results exist which allow us to obtain the generator K and
in Chapter 3 we shall apply these results. However, their explanation is heavily
dependent on the specific application and involves material which is not suitably
covered here. Therefore, we leave the introduction of the aforementioned results
until the relevant part of Chapter 3, where they appear as Theorem 3.2.4 and
Lemma 3.2.6.

Theorem 2.5.28. Let D be a core (Definition (2.3.13)) for the operator A. If
(G(t))y>o is another positive semigroup, generated by an extension of (A + B, D),

then G(t) > Gk(t), where (G(t)),s, is the semigroup generated by K = A + B.

Proof. See [10, Proposition 5.7]. ]

2.5.3 Systems of Equations

The particular problems we shall be considering involve multiple governing equa-
tions, describing quantities which are fundamentally different in nature. When
looking to reformulate these equations as abstract differential equations, of the
type we have been describing, then we find that the differing nature of the equa-
tions means that different spaces are best suited for their analysis. However, just
as it is possible to express a system of n scalar differential equations as a single
equation in R™ using matrix notation, we may transform our system of abstract
equations into a single equation of the form (2.16). The space X is now a prod-
uct space, Definition 2.1.8, and the operator A takes the form of a matrix whose
entries are themselves operators which map from and to the relevant spaces.

In our case, as we shall be considering a coupled set of 2 equations, we end up
with a 2x2 operator matrix. The specific nature of the problem means that the
matrix in question will be of upper triangular form. The following result gives
sufficient conditions for such an operator to be a generator, as well as providing
the semigroup generated.
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Theorem 2.5.29. Let X and Y be Banach spaces. Consider the operator matrix

A B
A- ( ! D) .
Suppose that the following hold for the linear operators A, B and D:

(i) A: D(A) C X — X generates a Cy-semigroup (T'(t))>0 on X;

(w) D
(wi) B
)
)

D(D) CY =Y generates a Cy-semigroup (S(t))i>o0 on'Y;
: D(B) CY — X is relatively D-bounded;
D(

(A

(v) the operator R(t) : D(D) CY — X given by R(t)f = fo BS(s)f ds,
has a unique extension R(t) € B(Y, X) which is uniformly bounded ast ™\, 0.

(iv A)) is a closed operator;

Then A, with domain D(A) = D(A) x D(D) C X x Y, generates a strongly con-
tinuous semigroup (T(t)),~, on the product space X XY . Moreover, this semigroup
s given by N

T(t) R(t)

T(t)::( 0 S(t)>, t>0.
Proof. See [63, Proposition 3.1]. ]

In this chapter we have introduced many of the relevant concepts and the theory
which we shall require for our analysis in the rest of the thesis. In the next chapter
we will introduce our new model and carry out the rigorous analysis of it, using
the methods outlined here.



Chapter 3

A Mixed Discrete—Continuous
Fragmentation Model:
Introduction and Analysis

3.1 Introduction

Many mathematical models of fragmentation consider the mass of the particles
as a continuous variable. However, as discussed in Chapter 1, we can encounter
difficulties with such models when the fragmentation rate is unbounded at zero.
The unbounded fragmentation rate results in a runaway fragmentation process
and an unaccounted mass loss due to the phenomenon known as ‘shattering’ [57].
Although at the mesoscopic scale the continuum model may provide an adequate
representation of matter, on closer inspection we might expect there to be some
minimum fundamental unit (monomer) from which all larger particles are built
up. Such a structure would be inconsistent with the runaway fragmentation en-
countered in the shattering phenomenon.

In this chapter we shall present a mixed discrete/continuous fragmentation model
as a solution to the problem of shattering. The smaller particles are considered to
be comprised of collections of monomers. Through suitable scaling, the monomers
can be assumed to have unit mass and therefore the smaller particles take positive
integer mass, up to a cut-off value N € N. However, above this cut-off particle
mass is considered as a continuous variable. A set-up such as this produces a dual
regime model, with a discrete mass regime below the cut-off and a continuous mass
regime above.

46
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Let us denote by uc(z,t) the particle mass density within the continuous mass
regime. The evolution of uc(x,t) is then governed by the continuous multiple
fragmentation equation below:

8uc({§zc,t) = —a(z)uc(z,t) + /:O a(y)b(z|y)uc(y,t)dy, x> N, t >0, (3.1)

uc(z,0) = co(x).

As with equation (1.5), the function a(z) provides the fragmentation rate for a
particle of mass z, whilst b(x|y) represents the distribution of particles of mass
x > N resulting from the break-up of a particle of mass y > x. The functions
a and b are assumed to be non-negative measurable functions, defined on (N, 00)
and (IV,00) x (IV,00), respectively. We also require b(z|y) = 0 for z > y, since
no particle resulting from a fragmentation event can have a mass exceeding the
original parent particle. Finally, ¢o(z) details the initial mass distribution within
the continuous regime.

The explanation of each of the terms in equation (3.1) matches the one for the
corresponding term from equation (1.5). The first term on the right-hand side of
equation (3.1) is a loss term; accounting for those particles of mass x > N which
are lost due to their fragmentation into smaller particles. The second term, involv-
ing the integral, is a gain term and corresponds to the increase we see in particles
of mass x, due to the break-up of larger particles.

Turning our attention to the discrete mass regime, let up;(t) denote the concen-
tration of i—mer particles and up(t) the N-vector taking these values as entries.

The change in the values up;(t), i = 1,..., N, is governed by the equations:
dup;(t) al o0
g; =—a;up;(t) +Z a;bi jup;(t) +/ a(y)bi(y)uc(y.t)dy, t >0, (3.2)
j=i+1 N
UD(O) = do.

In the case of i = N, the second term becomes an empty sum and is taken to be
0. The values a; give the rates at which :—mer particles fragment, with a; = 0.
The quantities b; ; give the expected number of i—mers produced from the frag-
mentation of a j—mer and the functions b;(y) give the expected number of i—mers
produced from the fragmentation of a particle of mass y > N. The underlying
physics demands that each a;, b;; and b;(y) be non-negative. Finally, dy is the
N-vector giving the initial mass distribution within the discrete regime.
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Analogously to equation (3.1), the first term on the right-hand side of equa-
tion (3.2) is a loss term, accounting for the loss in ¢—mer particles due to their
fragmentation into smaller particles. The remaining two terms are gain terms,
with the term involving the summation giving the increase in i—mers due to the
break-up of larger j—mers and the integral term representing production of new
i—mers from the fragmentation of larger continuous mass particles.

In any fragmentation event, mass is simply redistributed from the larger particle
to the smaller resulting particles, but the total mass involved should be conserved.

This gives us the following two mass conservation conditions to supplement equa-
tions (3.1) and (3.2):

y N

/ zb(zly) de + Zjbj(y) =y for y > N, (3.3)
N =

i—1

> jbji=ifor i=2,... N (3.4)

j=1

The condition (3.3) is an expression of mass conservation upon the fragmentation
of a particle from the continuous mass regime. The integral term gives the ex-
pected mass accounted for by resulting particles remaining within the continuous
mass regime, that is those with mass lying in the range N < x < y, whereas the
summation term represents the expected total mass attributable to the resulting
particles in the discrete mass regime, i.e. those taking an integer value from 1 to
N. The equation (3.4) comes from the conservation of mass when a particle from
the discrete mass regime breaks up. Only one term is required for this condition as
when a particle of discrete mass fragments, all resulting particles must themselves
lie within the discrete mass regime.

The necessity of these conditions can be seen from equations (3.1) and (3.2). If we
integrate the right-hand side of (3.1) over (IV, 00) with respect to the measure = dz
and if we multiply the right-hand side of (3.2) by 7 and then sum over ¢ from 1 to
N, then formally, the sum of these two quantities gives us the rate of change of
the total mass. Equating the continuous and discrete components of the resulting
expression to zero, provides us with the conditions (3.3) and (3.4) respectively.
However, these conditions alone are insufficient to guarantee mass conservation
since the validity of the associated calculation requires a degree of regularity from
the solutions, which is not known a priori. Indeed, we can see this in Section 7.1
where a purely continuous model of the form (1.5), satisfying (1.6) (the continuous
analogue of (3.3) and (3.4)) is shown to display a loss of mass. Calculations similar
to those described above can be found in Lemma 3.5.2, where (3.3) can be seen
in (3.28) and (3.4) in the first term of (3.26). It should be noted, that as opposed
to the formal calculations described here, by the point we reach Lemma 3.5.2, we
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have established the existence of solutions with sufficient regularity to justify the
calculations appearing there.

3.2 Continuous Fragmentation Regime

Looking initially at equation (3.1), we shall conduct our analysis of this equation
within the setting of the weighted Lebesgue space X¢ = Ly ((IV,00),zdz). This
is an obvious choice of space in which to study the problem, as the norm |-y,
when applied to the particle mass density uc, provides a measure of mass. From
the terms of equation (3.1), we introduce the following expressions

(Af)(z) = —a(z)f(z) and (Bf)(z) = /OO a(y)b(zly) f(y) dy for x> N. (3.5)
From these expressions we form the operators Ac and Bg as follows:
(Acf)(z) = (Af)(x), D(Ac)={f¢€ Xc:Acf € Xc},

(Bef)(x) = (Bf)(xz), D(Bc)={f¢€Xc:Bcf e Xc}.

The following result relates the given domains of these operators, allowing us to
consider taking their sum Ac + Be.

Lemma 3.2.1. D(A¢) € D(Bc) as ||Beullx,, < [[Acul|x,, foru € D(Ac). Hence
(Ac + Be, D(A¢)) is a well-defined operator.

Proof. Let f € D(A¢). Then

IBefl, = [ | ettt £ dy

<[ ( [ il 17) dy) s de

= [" a1 ([ sptely)ac) ay (36)

rdx

N N

< / " al) 1F @) v dy = [ AcSIlx...

N

Hence we have f € D(B¢), and so D(A¢) € D(B¢). The final inequality follows
since [y xb(z|y) dz <y, due to the mass conservation condition (3.3). This reflects
the fact that upon fragmentation of a particle of mass y > N, the total mass of the
resulting particles remaining within the continuous regime cannot exceed y. [
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This allows us to form the operator A¢ + B¢ with domain D(A¢). Equation (3.1)
is then reformulated in the setting of X as the abstract Cauchy problem:

Coelt) = Kluc(t)], > 0; ue(0) = e € D(K), (3.7)

where K is some extension of the operator Ac+ Bc. The Kato—Voigt perturbation
theorem (Theorem 2.5.22) will allow us to prove the existence of such an operator
K, which generates a semigroup.

Theorem 3.2.2. There exists an extension (K, D(K)) of (Ac+Bc, D(A¢)), which
generates a substochastic semigroup (G (t)),>o-

Proof. To establish this result we show that the three conditions set out in Theo-
rem 2.5.22 are satisfied for our particular operators Az and Bg.

1. Tt is clear that (Ac, D(Ac)) generates a substochastic semigroup
(Gac(t)50, where (G (1) f) () = exp(—a(x)t) f(x).

2. We have shown in Lemma 3.2.1 that D(A¢) € D(B¢). The non-negativity
of a and b imply that Bg a positive operator, so that Bof € Xy for all
f € D(Bc)y.

3. For all f € D(A¢)+ we have that

/OO(Acf + Bef)xdx :/oo(—a(:v)f(:v) + /Ooa(y)b(x|y)f(y) dy) rda

. | awst@pado s Zf ( | a(y)bm;ﬂy) dy) 2 da

—— [Tawr@ads s [“atiso ([ ) ay

- (a: - [ btk dy) () f(2)dr = —e(f) <0.

We have introduced the notation ¢ to represent the final integral expression, and
this functional will have significance in the analysis which follows. The non-
negativity of ¢ comes as a result of the earlier statement regarding [y yb(y|z) dy <
x. The conditions of Theorem 2.5.22 have been shown to hold in our case; hence
there exists an extension (K, D(K)) of (A¢ + B¢, D(A¢)), which generates a sub-
stochastic semigroup (Gk(t)),so- O

This theorem proves only the existence of a generating extension K, and offers no
indication of how exactly K relates to Ac + Bc. The nature of the generator K is
closely related to the concept of the honesty of the semigroup (Definition 2.5.24)
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and in turn the occurrence of ‘shattering’. This relationship is discussed in [9],
where a range of possibilities for K are considered and it is shown that the cases
in which shattering occurs coincide with those in which the semigroup generated
by K is dishonest.

In order to establish the honesty of the semigroup (Gk(t)),s,, we follow a similar
approach to that taken in [10, Section 6.3]. Let us denote by E the set of all mea-
surable functions defined on (V, 00), which take values within the extended reals.
By E; we denote the subspace of E consisting of functions which are finite almost
everywhere. We also introduce the set F C E, defined as follows. The function
f € F, if and only if given a non-negative, non-decreasing sequence {f,} -, C E,
where sup, oy fn = | f|, we have sup,, oy (I — Ac) ™" fo € Xe.

Additionally, we place the following two requirements on the operator B¢ and its
domain D(B¢). Firstly

f € D(Bc¢) if and only if f,, f- € D(B¢), (3.8)

where f, = max{f,0} and f- = —min{f,0}. Secondly, for any two non-
decreasing sequences {f,} -, and {g,},—, in D(B¢), we have that

sup f, = sup g, implies sup B¢ f, = sup Bogn. (3.9)
neN neN neN neN

Lemma 3.2.3. With B¢ restricted to D(Ac), (Be, D(Ac)) satisfies the conditions
(3.8) and (3.9).

Proof. Initially let us assume that both fi, f- € D(A¢). Then, writing f as
f = f+ — f- and using the linearity of A with the triangle inequality, we get that

lAcflx. = lAcfs = Acf-llx. < Acftlx, + Acf-lix.-

Therefore f € D(A¢) when f,, f- € D(A¢). Now conversely, suppose that f €
D(A¢). Since 0 < fy < |f|, we have

o0

lAcfelly, = /N " ) fe )y dy < [ atwliwlydy = 14c ..

N

Hence if f € D(A¢) then fi,f- € D(Ag). Taken together, these two results
give us the first of our conditions (3.8). The second condition, (3.9), follows using
Lebesgue’s monotone convergence theorem, which gives us

sSup BCfn = Bsup fn = Bsup gn = Sup Ban-

neN neN neN neN
Therefore the operator B¢ satisfies both of our requirements when it is restricted

to the domain D(A¢), which from now on we shall assume unless otherwise stated.
[
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We are nearly in a position to demonstrate the honesty of the semigroup (G (t)) -
However, before we can do so we are required to introduce some further notation
and detail a result we had been holding off since the previous chapter.

In addition to the above defined sets, we also introduce G C E as the set of all
functions f € X¢ such that if {f,} 7 | is a non-decreasing sequence of non-negative
functions in D(A¢) such that sup, ey frn = | f], then sup, .y Bef, < 0o almost ev-
erywhere.

The final items of notation which we must introduce are the mappings B : D(B); —
Ef+, where D(B) =G and L : F; — X defined by

Bf := Suchfn, f € D(B)y,
ne

Lf :=sup R(1, A¢) fn, fekr,,
neN

where 0 < f,, < f,41 for all n € N and sup,,cy fn = -

With the set notations and extension operators defined, we can now detail the key
generator characterisation result, which will enable us to establish the honesty of
our semigroup.

Theorem 3.2.4. If for all f € F, such that —f + BLf € X¢ and c¢(Lf) exists it
15 true that

Lfa:d:v—l—/ (—=f+BLf)zdz > —c(Lf), (3.10)
N N

then K = Ac + Be.

Proof. See [10, Theorem 6.22]. O

Theorem 3.2.5. [f the fragmentation rate, a(x), is such that

limsupa(z) < 0o and a € Lo joc(N, 00),
z—N+t

then the semigroup (Gk(t)),s, is honest.

Proof. The proof of this result follows closely that of [10, Theorem 8.5]. Since
Acf = —af, as in [8, Corollary 3.1], we have that F={f € E: (1 +a)"'f € X¢}
and Lf = (1 + a)~'f, whilst by Lebesgue’s monotone convergence theorem the
operator B is given by the integral expression B.

For feF,,letg=Lf = (1+a)"'f € Xc,. Then we see that the condition (3.10)
is satisfied if for all g € X, such that —ag + Bg € X¢ and ¢(g) exists, we have:

/ " (Ca@)gle) + (Bg) (@) xdr > —c(g). (3.11)

N
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By our assumptions regarding the function a, we have ag € L; ((N, R], zdz) for
any N < R < oo with Bg € Ly ((N, R], x dx) also, since —ag + Bg € Xc. We may
write the left-hand side of (3.11) as

o) R
/ (—a(z)g(x) + (Bg) () zdz = Jim | (~a(z)g(z) + (By) (x)) zdz

N R—o00 N

= i {= [Caweans [7( [T awpagean)ra}. @12

If we take the second term from above, split the inner integral in two and then
change the order of integration for the integral over the bounded domain, then we

get
/NR (/:O a(y)b(z|y)g(y) dy) zdx
= [7( [ atwrtetistar) wa+ [ [ atptstorgto) ) s
Z/NRa(y)g(y) (/Nyl‘b(ﬂy)dx) dy+/ (/:a b(zly)g )dy>fcdfc.

Substituting this back into (3.12) then yields

/ ) (—a(z)g(x) + (Bg) (z)) z dx

N

— NR (2= [ sptolo) ) atogte) o
[ atwialsw dy) rds

fam [ (
/OO a(y)b(z[y)g(y) dy) zdz.

R—o0 N
R

— )+ tim [ (

R—o0 [N

The non-negativity of the additional term accompanying —c(g) gives us (3.11),
and with that the honesty of the semigroup (Gx(?)),s- O

Having obtained an X-valued solution to our abstract Cauchy problem equation
(3.7), we now examine whether this provides a scalar-valued solution to our original
continuous regime equation (3.1). But first we require the following result, which
we have delayed until now as it concerns the extended operators introduced above.
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Lemma 3.2.6. Suppose that (Ac, D(Ac)) and (B, D(B¢)) satisfy the conditions
of Theorem 2.5.22 along with conditions (3.8) and (3.9). Additionally let us define
the operator T with D(T) = LF C X¢ by

Tu=u— L u,

which is permitted since L is one-to-one [10, Theorem 6.18]. Then, the extension
K of Ac + Be that generates a substochastic semigroup on X¢ is given by

Ku = Tu+ Bu,
with
D(K) = {u € D(T)ND(B) : Tu+Bu € X¢, and lim ||(LB)"u|| = o} .
n—oo

Proof. See [10, Theorem 6.20] O

Theorem 3.2.7. There exists a measurable scalar-valued representation uc(x,t)
of the semigroup solution (Gk(t)co)(x), such that uc(z,t) is absolutely continu-
ous with respect to t, the partial derivative Oyuc(x,t) exists almost everywhere on
(N,00) x (0,00) and uc(z,t) satisfies equation (3.1) for almost all x > N and
t > 0. Further, this representation is unique up to sets of measure zero.

Proof. By Theorem 2.2.15, since Gk (t)cg is continuously differentiable, there exists
a real-valued function uc(z,t), measurable on (N, 00) x [0, 00), which is absolutely
continuous with respect to t for almost all z € (N, 00) and such that dyuc exists
with

e(e) _[4

T EG}((i)CO} (x), (3.13)

for almost all t € [0, 00) and « € (N, 00). As stated in Theorems 2.2.14 and 2.2.15,
the representation is unique up to sets of measure zero. We noted in Theorem 3.2.5
that the operator L is defined by

Lf](z) = (1+a(x)) " f(=).
Hence the operator T introduced in Lemma 3.2.6 is given here by
[Tfl(@) = f(2) = [L7'f] (2) = f(2) = (1 + a(2))f(z) = —a(2)f(x),  (3.14)

and therefore T C A. We have already stated in Theorem 3.2.5 that the operator
B is given by the integral expression B. Hence Lemma 3.2.6 yields

KcCcA+B.
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Therefore, the semigroup solution Gk (t)cy satisfies

[%GK@CO} () = [AGk ()co] () + [BGx (t)eo] (). (3.15)

The right-hand side of (3.15) is independent of our choice of representation of
Gk (t)co, up to sets of measure zero. Hence combining (3.13) and (3.15), we get
that uc(z,t) satisfies

Juc(x,t 00
Ca(t ) — _a(e)uctat) + / a(y)b(aly)uc (v, 1) dy, (3.16)
for almost all x > N and t > 0, as required. ]

3.3 Discrete Fragmentation Regime

We now turn our attention to the discrete mass regime and equation (3.2). As with
equation (3.1), our intention is to recast the equations as an abstract differential
equation within an appropriate vector space. With this aim in mind, we introduce
the space Xp = R, equipped with the weighted norm:

N
vl x, = Zj|vj’, where v = (vy,...,vN).

J=1

The choice of this norm is driven by the fact that, when applied to our solution,
it will provide a measure of the total mass within the discrete regime. From the
first two terms on the right-hand side of equation (3.2) we get the operators Ap
and Bp defined on Xp, elementwise, by

N
(Apv); = —a;v; and (Bpv); = Z a;b; jv;, for i=1,... N,

j=i+1

where in the case of i = N, the empty sum in (Bpv)y is taken to be 0. As linear
operators on a finite-dimensional space, both Ap and Bp are bounded, hence by

Theorem 2.4.7, Ap + Bp generates a uniformly continuous semigroup (7'(t)),~, on
Xp. N

Lemma 3.3.1. The semigroup (T (1)), generated by Ap+Bp on Xp is a positive
Semigroup.

Proof. Let us consider the equation

()\ID — (AD +BD))U = w,
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with A > 0. Adopting the convention that sums over empty index sets are zero,
the above equation written elementwise becomes

N
()\ -+ ai)vi — Z ajbi,jvj = W;.

j=i+1
Inverting this for : = N we get

wN
)\—i—aN.

(/\ —I—aN)vN = WN = UNy =
Now suppose that for i = N, N —1,...,k+ 1, we have v; = F;(\,w) where F; > 0
for A > 0 and w € RY. Then, for i = k, we have

N

N+ ag)vg — Zajbk,ij(/\, w) = wg,
j=k+1

and therefore

Vr =

N
1
Py (W + Zajbth’j(/\,w)) = Fi(\,w) > 0.

j=k+1

Therefore, by induction the resolvent operator R(\, Ap+ Bp) is a positive operator
for A > 0. Hence by Theorem 2.4.23 the semigroup (7'(t)), is positive. O

From the third term of equation (3.2) we define the operator C' : D(C) C X¢o —
Xp, componentwise by

(), = / T b)) dy.  D(C)={f € Xc: CF € Xp},

N
fori=1,..., N. Equation (3.2) is then reformulated as the abstract equation:
d
EUD(t) = (AD -+ BD)[UD(t)] + C[UC(t)], t> O; UD(O) = do. (317)

Having introduced the operator C', we now spend some time examining it in more
detail and establishing the properties we will require in the upcoming section. We
begin with the following lemma relating the domain of C' with that of Ax from
the previous section.
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Lemma 3.3.2. For f € D(Ac), [|[Cfllx, <Acfllx,. Hence D(Ac) € D(C).

Proof. Let f € D(A¢). Then

N
10, =D

| atwminsw) dy\
[ atwn) 7w) dy)

= /Oo a(y) [f(y)] (Z ibi(y)) dy (3.18)

i=1

< /N o) 1F ) ydy = | Acfllx.

The final inequality is a consequence of the mass conservation condition (3.3). O

Having established that C' is well-defined on D(A¢), the next lemma provides a
bound on [|Cf|x, when f € D(Ac).

Lemma 3.3.3. The operator C is (Ac + Be)-bounded on D(Ac).

Proof. Combining (3.6) and (3.18), for f € D(A¢) we have

IBefllx, + 1€, < [ a1l ( [ el ac) ay

N

+/NOO ay) | f(y)l (Zibi(y)> dy

=1

= [t lsw) ( [ abtaly s+ Zz’bxy)) dy

N

_ / " aly) 1) wdy = |AcSlx...

N

Subtracting || Bc f]| x,, from both sides gives us

1Cllx, < [ Acfllx. = 1Beflix, = [Acfllx. = lI=Beflx.
< l[Acf = (=BeHlx. = (Ac + Be) flix,. - (3.19)

[]

Lemma 3.3.4. The operator C' can be extended to D(K), with this extension being
K -bounded on D(K).
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Proof. Let v € D(K); then from Definition 2.3.7, since (K, D(K)) is the closure
of (Ac + Be, D(Ac)), there exists a sequence {v,}. -, C D(A¢) such that v,, — v
and (Ac+ Bc)v, — Kv in X¢. By the linearity of the operators and Lemma 3.3.3,
we have that

|CVm — Conllxp < |(Ac 4+ Be)vm — (Ac + Be)vallxe-

The sequence {(Ac + Be)v,}oo, is convergent in X¢; therefore it must also be a
Cauchy sequence in X¢ and, by the above bound, {C'v,}, -, must also be Cauchy
in Xp. Since the space Xp is complete, the sequence {Cv,},~, must necessarily
converge to a limit, which we denote by Cv. Further, the limit C'v is independent
of the sequence {v,} -, as we will now demonstrate. Suppose that {w,} =, C
D(Ac) shares the attributes of {v,} - ; then we can write

[Cn — Colly, < € — Cunlly, +1|Cvn — Clly,

< [[(Ac + Be)wn — (Ac + Bo)vallx, + [[Cvn — Cv|

< [[(Ac + Be)wn, — Kvllx, + [[Kv — (Ac + Bo)vall . + [[Cvn — Cl i, -
From this we may deduce that {Cw,,} - also converges to Cv. The K-boundedness

of C'on D(K) is obtained from the (A¢ + B¢ )-boundedness of C' by passing the
limits through the norms in (3.19). O

3.4 Full System

Having considered both of the regimes separately, we now combine the equations
from the continuous regime (3.7) and the discrete regime (3.17), writing them as
the following abstract Cauchy problem on the product space X = Xp x X¢:

%u(t) = Alu(t)], t>0; u(0)=uy€ D(A) = Xp x D(K), (3.20)

where u(t), A and ug are given by

UD(t) (AD+BD) O dg
u(t) = , A= , Ug = )
( ) ( Uc(t) ) ( ODC K 0 Co
The presence of the subscripts on the zero operators indicate the spaces they map
from and to; for example, Opc maps from Xp into Xs. Our task is now to prove
that the operator A generates a semigroup on the space X. In order to more

easily show this, we consider (A, D(A)) as the sum of two operators (A1, D(A))
and (Aq, D(A)), where

AZ(ODD O>+(<AD+BD) OCD).

ODC K ODC’ OCC

N J/ N J/

-

-~
A1 A2
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From the boundedness of (Ap + Bp) it is easily seen that (As, D(A)) is a bounded
operator. The strategy is then to show that (A;, D(A)) generates a semigroup
and then treat A, as a bounded perturbation of this generator. The first of these
steps is tackled in the following theorem.

Theorem 3.4.1. The operator Ay, as given above, generates a Cy-semigroup on
the product space X = Xp X X¢.

Proof. In order to establish that A, is a generator, we demonstrate that the con-
ditions of Theorem 2.5.29 are satisfied by our operator. Conditions (i) to (i)
of Theorem 2.5.29 are either straightforward, or else have already been verified.
The element Opp generates the identity semigroup on Xp, whilst K is the gener-
ator of the substochastic semigroup (G (t)),sq, as was shown in Theorem 3.2.2.
Additionally, the operator C'is K-bounded on D(K) as was shown in Lemma 3.3.4.

Condition (iv) requires that (A1, D(A)) be a closed operator. To see this, let us

write (A1, D(A)) as
Opp Ocp Opp C
A= + ,
! ( Opc K ) ( Opc Occ )

N ~

K (&

with both K and C having domain D(A). Since (K, D(K)) is the generator of a
strongly continuous semigroup, by Theorem 2.4.12 it must be a closed operator.
It is not difficult to deduce from this that (K, D(A)) must also be closed.

Let us now introduce a new norm on the space X, defined for f = (fcg) € X by
I flla = @l follxy + I fellxe, where 0 < o < 1. Tt is a straightforward exercise to
show that this new norm is equivalent to the standard norm on X, and therefore
(K, D(A)) is closed with respect to this new norm. The K-boundedness of C' from

Lemma 3.3.4 gives us

1Cflla = alCollx, < allKfollxe = af Kfla-

Therefore, with respect to this norm, Cis K—bounded with K—bound less than
1. We may then deduce from Lemma 3.3.4, that the operator (A, D(A)) is closed
with respect to the norm || - ||, and as a result of their equivalence, is also closed
under the standard norm on X.

To prove the final condition of Theorem 2.5.29, we introduce the mapping Q(t) :
D(K) C X¢ — Xp defined by Q(t)f = [, CGx(s)fds. For f € D(K) we may
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write this as
Qs = [ CGrlo)f s
0

C()\IC — K) '\e — K)Gg(s)fds  (A>0)

I
S~

= C )\IC — 1/ )\[C' — K(S)f ds
0

| |
Z
S
|

{)\ fds—/ KGx(s fds}
= C(\o— K {)\ fds—/OtGK(s)des}
02 {a e

The extraction of C(AM¢ — K)™! from within the integral is permitted as it is
a bounded linear operator, owing to C' being K-bounded. The switching of the
generator K and the semigroup operator Gk(t) is a standard result, detailed in
Theorem 2.4.11, whilst, the replacement of the second integral in the final step
is a consequence of Lemma 2.4.13. Recalling that (Gk(t)),~, is a semigroup of
contractions, the following norm bound is readily obtained from (3.21):

1R fllxn < IC(Ne — K)7H| {/\/0 1G k() fllxe dS+|IGK(t)f||Xc+||f||Xc}
< IC(Me = E) 7 (At +2) || fllxe. (3.22)

Therefore Q(t) is bounded on D(K). As a densely-defined, bounded linear op-
erator, Q(t) can be uniquely extended, via taking limits, to a bounded linear
operator Q(t) in B(X¢, Xp). Further, by passing limits through the norms, the
bound (3.22) holds for all u € X with Q(t) replaced by Q(t). As such, Q(¢t) is
uniformly bounded as t N\, 0. By Theorem 2.5.29, A; generates a Cy-semigroup
on the product space X. [

Having established that (A, D(A)) is a generator, we are now ready to prove the
same for the full operator (A, D(A)).

Theorem 3.4.2. The operator (A, D(A)), generates a Cy-semigroup on X =
Xp x X¢. Furthermore, this semigroup is given by

(1) = ( ggg Ci(g) ) Ct>0, (3.23)

where R(t) : Xo — Xp is the unique bounded linear extension of the operator
R(t) : D(K) C X¢ — Xp defined by R(t)f = fo (t —s)CGk(s)fds.
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Proof. As the sum of the generator (A7, D(A)) and the bounded linear operator
(A2, D(A)), (A,D(A)) is itself a generator by Theorem 2.5.19. The form of the
semigroup comes as a consequence of Theorem 2.5.29. ]

To summarise the results of this chapter so far, the existence of the semigroup
(T(t)),>q, means that given an initial state (’28) € D(A) and provided the condi-
tions of Theorem 3.2.5 are met, namely that the fragmentation rate a(x) satisfies

limsupa(z) < oo and a € Ly joc(N, 00),
z— N+

then there exists a unique solution to the system (3.7) and (3.17). This solution
is strongly differentiable with respect to ¢ and from (3.23), is given by

up(t) =T(t)dy + /t T(t—s)CGk(s)cods =T(t)dy + /tT(t — 5)Cuc(s) ds,

Furthermore, by Theorem 3.2.7, the existence of the semigroup solution uc(t) =
Gk (t)co to (3.7), provides us with a unique (up to sets of measure zero) scalar-
valued, classical solution to our original continuous equation (3.1). The nature of
the space Xp and the strong derivative within this space, means that the solution
up(t) to (3.17) automatically provides us with a set of unique classical solutions
to the equations (3.2). Having determined the existence such solutions, in the
upcoming section we establish some key properties displayed by them.

3.5 Solution Properties (Non-negativity and Mass
Conservation)

The existence of the Cy-semigroup (T(t)),, provides us with a unique strong so-
lution, u(t) = T(t)ug, to the abstract Cauchy problem (3.20). For the solution
to be physically relevant given the problem setting, we would expect it to pos-
sess a number of properties. In particular, we hope that the solution preserves
non-negativity and demonstrate conservation of mass. First off we establish the
non-negativity of the strong solution.

Lemma 3.5.1. Prouvided that the initial data are non-negative, i.e. uy = (ffg) S

D(A); = Xpy X D(K)4, then the strong solution u(t) = T(t)ug, emanating from
ug, remains non-negative, that is u(t) € D(A) for allt > 0.

Proof. Let ug € D(A),. Then the two components of the solution u(t) are given by
(3.24). Since (G (t)),> 18 a substochastic semigroup, it preserves non-negativity
of the initial datum. Therefore, when ¢ € D(K); we have Gg(t)fo € D(K)4
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for all ¢ > 0, hence the continuous regime solution satisfies uc(t) € D(K), for all
t>0.

As an integral operator with a non-negative kernel, the operator C' is easily seen
to be a positive operator. The semigroup (7'(t)),», is a positive semigroup as
was shown in Lemma 3.3.1. Together with the non-negativity of the continuous
regime solution, these ensure that the integral term is a non-negative contribu-
tion to up(t) whenever ¢y € D(K);. As stated, (T(t)),», is a positive semigroup,
and therefore up(t) € Xp, for all ¢ > 0 when the initial system state satisfies
up = (%) € Xpy x D(K).

Together, having up(t) € Xpy and uc(t) € D(K)4 gives us u(t) € D(A), as
required. O

Let u(t) = (Zggg) be the solution to the abstract Cauchy problem (3.20) with
non-negative initial data. Then the masses in the discrete and continuous regimes,
at time ¢, are then given by

Mp(t) = iupi(t) and Mc(t) = /N (uc(t)) () z dz,
respectively. Summing these gives us the total mass in the system M (t) = Mp(t)+
Mc(t) at time t. In each fragmentation event, mass is redistributed from larger
particles to the smaller resulting particles, but the total mass involved should be
conserved. This mass conservation was built into our model in the form of the
conditions (3.3) and (3.4). Therefore, although Mp(t) may increase and M¢(t)
decrease as larger particles break into smaller pieces, we would expect the total
mass, M (t), to remain constant.

Lemma 3.5.2. The total mass within the system is conserved, that is M(t) re-
mains constant for all t > 0.

Proof. Since (Gk(t)), is an honest semigroup, by Definition 2.5.24 we have

_g“’
d _dtN

/:( /Nyb yl) dy) alz) (uc (1)) (x) de. (3.25)

c) (z)xdr = —c(uc(t))
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Similarly, for the mass within the discrete regime we have

%MD( ) Z uDl ZZ AD ‘|—BD [UD( )] +C[uF(t)])z

:Zi<_“i“m Zaa i.jup;(t / o)) (uc(t))(y)dy)

= — Z (Z — Zjbj,z) aiup;(t) + /Noo (Z ibi(y)> a(y) (uc(t)) (y)dy  (3.26)
= /N ) (Zibi(y)> a(y) (uo(t)) (y) dy. (3.27)

The term ajupi(t) is dropped from the first summation in going to the third line
since a; = 0. In the final step, the loss of the first term is a consequence of
condition (3.4). The rate of change of the total mass M (t) is given by the addition
of (3.25) and (3.27), which by (3.3) yields

M0 == [ (o= [ splole)dn) ) (uc) (o) o

' /Noo (Z Z'bi(@) a(z) (uc (1) (v) da
— /N b (I _ /N yb(ylz) dy — Zib@) a(r) (uc(t)) (v)dz  (3.28)

thus confirming that M (¢) remains constant for all ¢ > 0, and so mass is conserved.
O

In this chapter we introduced our mixed discrete—continuous fragmentation model
(3.1) and (3.2). Utilising the theory of operator semigroups, we proved the exis-
tence of a unique, strong solution to our system within the setting of the appropri-
ate Banach space. In turn, this enabled us to establish the existence of a unique
classical solution to our equations. Finally, we showed that these solutions pre-
served non-negativity and conserved mass, two properties we would expect from
a physically relevant solution. Considering the difficulties discussed in Chapter 1,
concerning obtaining analytic solutions to such equations, in the following chapter
we look to develop a numerical scheme for the approximate solution of equations
(3.1) and (3.2).



Chapter 4

Numerical Approximation for a
Mixed Discrete—Continuous
Fragmentation Model

4.1 Introduction

Most of the equations introduced in Chapter 1 can only be solved analytically for
a limited number of specific cases. Therefore we often have to resort to approxi-
mate solutions generated by an appropriate numerical scheme. We would expect
this also to be the case for our mixed discrete—continuous model. In this section
we present a numerical scheme for the solution of the mixed fragmentation model
given by equations (3.1) and (3.2). The basis of the scheme is a finite volume dis-
cretisation of the continuous regime equation (3.1). Finite volume schemes have
been commonly applied to the solution of coagulation and fragmentation equa-
tions. For example, in the article [16], such a scheme is used in the case of the
binary coagulation and fragmentation equation (1.4), whilst in [44] we see this
method utilised in the solution of the standard multiple fragmentation equation
(1.5).

When considering the numerical solution of our equations, we encounter an issue
in that the range of the continuous mass variable x is an unbounded interval, which
presents a computational problem. We therefore introduce a truncation parameter
R > N, and restrict the continuous mass variable to the range N < z < R.
Therefore, in place of equation (3.1), we consider the truncated version

Oul(x,t)
ot
ug(x, 0) = x,r)(z)co(z), N <z <R,

— a(@)ul (e ) + / a()b(ely)ul(y, ) dy, N <z <R, t>0, (4.1)

64
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where x(n,r) denotes the characteristic function of the interval (NN, R). Taking
our lead from the aforementioned articles, we now rewrite equation (4.1) in a
conservative form, although in our case we must include an additional sink term
to account for the mass leaked down to the discrete regime. Therefore we end up
with the following equation for the mass quantity zuf(z,t):

0 (:ng) B OFE (xug)
ot ox

— S(zuf), ul(z,0) = co(z), for N <z < R, t >0, (4.2)
where F% is a truncated flux term, given by
R T y
FE(f) :/ / ;a(z)b(y[z)f(z) dydz, for N <z <R,
T N
and the sink term S is given by

S(f) = @ Zibi(a:)f(x), for x> N.

The equation (4.1) may be recovered from (4.2) by an application of Leibniz’s rule
for differentiating under the integral. The use of Leibniz’s rule here is made fully
rigorous in Appendix C. Before continuing further, we establish a result concerning
the behaviour of the flux term F% at the limits of our domain.

Lemma 4.1.1. If the kernels a and b are assumed to belong to Lo joc[IN, 00) and

Looioc ([N, 00) X [N, 00)) respectively, which will be the case in the upcoming anal-
ysis, then for f € Li(N, R), the flux term FE(f) satisfies

lim |FR(f)(z)| = 0.

z—N,R

Proof. 1t is a straightforward operation to bound FE(f) as follows:

R T
Pl < [ w2 (o) 0w

N

which holds for z € (N, R). Recalling the mass conservation condition (3.3), we
deduce that

X(z,R)(2) (/x yb(ylz) dy) < /Nzyb(yIZ) dy < z,

N

for all z € (N, R). Hence the integrand appearing in (4.3) is bounded above by
a(z) |f(2)|, which, due to @ € Le e[V, 00) and f € Li(N, R), is integrable.
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Considering the limit as z — N first, if we denote by S(R) the essential supremum
of b over [N, R| X [N, R], then we have

K@ ([ 1)) < i - ),
N
As such, the integrand in (4.3) converges pointwise to 0 over z € (N, R) as we
let z \, N. An application of the Lebesgue dominated convergence theorem then
gives the required convergence of ‘.7-" R(f )(:z:)| as x \, N. Turning now to the limit
as x /' R, another application of condition (3.3) provides us with

xen(® ([ 012 a0) < (@ [ 012) < e ()
N N
for z € (N, R). Therefore, the integrand from (4.3) must again converge pointwise
to 0 over (N, R), this time as we let © /* R. Another application of the Lebesgue
dominated convergence theorem gives the convergence of |F#(f)(z)| to 0, as z

]

R.

This result will be utilised later in a number of results, most significantly in approx-
imating F¥ within our numerical scheme and in establishing a weak formulation
of equation (4.2).

The truncation of the continuous mass interval also has an impact on our discrete
regime equation; therefore, instead of equation (3.2), we consider

dugz(t) =—aup(t) —I—Z ajbi,jugj (t) —i—/ a(y)b;(y)ul(y,t) dy, (4.4)

j=it+l N
ul(0) = doy;, for i=1,2,...,N, t>0.

In the case of © = N, the empty sum above is taken to be zero; this convention
will be adopted in all similar cases which follow.

4.2 Development of the Numerical Scheme

We now introduce our numerical approximation scheme for the truncated system,
(4.2) and (4.4). First we must discretise the continuous mass variable z, and so

we introduce the mesh {xi,l/g}i[io on the interval (N, R), with

T_1/2 = N, Tr,—-1/2 = R, z; = (%‘71/2 +-7Cz‘+1/2)/2, h/k’ < Az; = Tiv1/2 — Ti—1/2 < h,
where h € (0,1) and k£ > 1 is some constant. Additionally we denote the inter-
val [%;_1/2,%iy1/2) by A;, however the left-hand most interval A, is taken to be
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(x—l/Za I1/2).

For the time variable ¢, if T" is the final time up to which we wish to compute an
approximate solution, then we define the time step At = T'/M where M is some
large integer. The time points are then given by ¢, = nAt forn = 0,1,..., M
with corresponding time intervals 7, = [t,,tp41) for n =0,1,..., M — 1.

We restrict the choice of the mesh by assuming the existence of constants k; and
ko so that the mesh sizes h and At satisfy

kih < At < koh. (4.5)

The numerical scheme requires representative values for the functions a(z), b(z|y)
and b;(y) over the appropriate intervals. This is done by taking their average value
over each interval. Therefore we define

1

Ai =
Al’i

/ a(x)dx for i =0,1,..., 1, — 1,
Aq

as our approximation for a(x) over the interval A;. We approximate b(z|y) over
Ai X Aj by

1 . .
Bi,j—m//\j/j\ib(x]y)dxdy for i=0,1,....,I, —1 and j=0,1,..., 1, — 1,

and the functions b;(y) are approximated over A; by the values

1
“o Al’j

B /bi(y)dyfori:1,2,...,Nandij,l,...,[h—l.

A
We note by our previous restrictions on a, b and b;, that each of the values intro-
duced above must be non-negative. If y; denotes the characteristic function of a
set I, then we can construct piecewise constant approximations to the functions

a, b and b; as follows:

Ir—1 I —11,—1 I—1
a"(2) = xa (@A, Valy) =Y xa@)xa, @)Big, B =>_ xa,@)Bis.
i=0 j=0 =0 3=0

This is a standard approximation method and assuming the kernels are suitably
restricted, the approximations will converge pointwise to the desired functions al-
most everywhere on the appropriate domains. This convergence will be utilised
in the following chapter to establish the weak convergence of our numerically ap-
proximated solutions. Therefore we take a short aside to establish this convergence
rigorously in the following lemma.
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Lemma 4.2.1. If the kernels a and b are assumed to be Lo o 0on [N, 00) and
[N,00) x [N,00) respectively, as we shall in the following chapter, then for any
fized R > N, the approzimations a”, b" and b converge pointwise to a, b and b;
almost everywhere on the domains (N, R), (N, R) x (N, R) and (N, R) respectively.

Proof. Consider a sequence of partitions of the interval (N, R) as described in
Section 4.2, parameterised by h. For any such partition we have that

I,—1

a"(z) —a(z) = Z X (2)A; — a(z)

I,—1

= Z X (2)(Ai — a(z))

— gXAi(x) (Alwi /A a(y) dy — a(ib)) :

Hence, we have the bound

I—1

() () £ 3 o) | 5

= / aly)dy ~ afe)

Let us denote by i,; the non-negative integer for which x € A; in the partition
where the mesh size parameter takes the value h, so that

() — a(z)| <

— [ cway—at)

Al‘ix,h ioh

1
< - .
< [l el ay

tx,h

Let us ‘extend’ the function a and the approximation a” from the interval (N, R)
to the whole of the real-line by zero. Recalling the bounds on our mesh size from
Section 4.2, we get 1/Ax;,, < k/h and A;,, C B(x,h), where B(x, h) denotes the
open ball of radius h centred at x. Together these give us

@) =@ < [ Jaly) ~ alo)] dy

B(xz,h)

1
=2k [ aly) — alo)] dy.
2h B(z,h)
Now as @ € Lo joc ([IV,00)), we must have a € Ly ([N, R]) for any choice of N <
R < 00. The Lebesgue differentiation theorem (Theorem 2.1.4) tells us that almost
every point of (N, R) must be a Lebesgue point of a, and if we assume that x is
such a point we obtain

1

a(x) — a(z)| < 2k
o) et <2k [

la(y) — a(z)| dy = 0,
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as h \( 0. Therefore a"(x) converges pointwise to a(z), almost everywhere on
(N, R).

The above argument can readily be adapted to show that the approximation
b (z|y) converges pointwise to b(x|y) almost everywhere on (N, R) x (N, R). Fol-
lowing the same reasoning we obtain

V" (zly) — b(aly)] < " (u|v) — b(z]y)| dudo,

5
Axiw,hAmjy,h Aiz,h XAjy,h
where j, 5 is the integer such that y € A; ,. Similarly to a, we extend the function
b and its approximation b" by zero, from (N, R) x (N, R) to the whole of R%. Now
in R?, the partition element A; , x A; , is contained within the ball B((z,y), h)
and Az, , Az; , > h?/k? hence

2

k
¥Galy) ~ balo)] < 35 [ [ule) = bl dude
B((z,y),h)

1
= 21k? / 6" (ulv) — b(x]y)| dudo.
2702 J (e )

The Lebesgue differentiation theorem (Theorem 2.1.4) then gives us that the above
bound converges to zero, almost everywhere, as h 0. The proof of the conver-
gence of a" and b" relied on our assumption of them being Loy o, an assumption
that we haven’t explicitly made for the functions b?. However, due to the mass
conservation condition (3.3), the functions b;(v) must automatically be contained
in Leg joc ([N, 00)), as demonstrated here. Condition (3.3) gives us

N y
Zibi(y) =y —/ xb(zly)de <y =bi(y) <y, for i=1,..., N. (4.6)
N

=1

By the Heine-Borel theorem, in R the compact sets and those which are closed
and bounded are one and the same, hence each b;(y) must be bounded on any
compact set.

By the same argument as we applied to a", each of the approximations b?(y)
must converge pointwise to the respective b;(y) almost everywhere on (N, R) as
h ™\, 0. O

We are now ready to construct the approximation scheme. Let ugZ denote our
approximation to uZ(x,t) over the mass interval A; for the time interval 7,,. The
equation (4.2) is then approximated by
x'ué“’i — ng o i = By _gn
! At A.TZ v
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where F}' | , is an approximation of the flux F R(zud) at the point © = z;_1/5 in
the time interval 7,,, and is given by

Ti— 1/2
(Fi(zud)) (io1/2) / / (y|2)ul(z,t)dy dz
Ti—1/2

5 1/ (Z/A 2ubi(z, 1) dy> dz

Ih—l i1
R~ Z ZxkAjBk’jug’]A:ckij =y ),
j=i k=0
for i« = 1,...,I, — 1, with Ffl/g = anh_1/2 = 0, which can be justified by
Lemma 4.1.1. The values S approximate the sink term S(zuZ) over A; for the
time interval 7,,, and are computed by

N
ST :AiZij’iug’i fori=0,1,..., I, — 1. (4.7)

j=1
This gives rise to the following numerical method for the generation of the approx-
imations ug':

At At

ot = ”’Wm( T — ) — S-S for i =01, = 1, (4.8)

Ug = Ug

The sequence of approximations generated by (4.8) requires us to provide an initial
set of values to get started. For our starting values we simply average the initial
datum over each of the mass intervals; hence

0,7 1

ug = Az /Aico(m)da: for i =0,1,..., 1, — 1. (4.9)

Then our approximation to uZ(x,t) over (N, R) x [0,7T) is constructed as follows:

M—-11,—-1

u Z Z XA XTn (410)

n=0 =0

The convergence proof for our numerical scheme in the following chapter requires
the initial approximation given by (4.9) and (4.10) to converge strongly in the
appropriate space, which we provide in the following lemma.

Lemma 4.2.2. [f the initial mass distribution co € X¢, then for any R > N the

associated approzimation ul(x,0) provided by (4.9) and (4.10) converges strongly
in L1(N, R) to the restriction of ¢y to (N, R).
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Proof. Let f € L1(N, R), and let us approximate it over (N, R) by introducing the
approximation operator P as follows:

In—1

P =Yg, [ 0

From the linearity of the integral it can easily be seen that P}, is a linear operator.
The restriction placed on the mesh size that h/k < Ax; gives us

In—1

(GHIBIES DENE /A‘|f(y)|dy,

and therefore

[l [0 (Ihzle * [ ,dy> 0
f(%/Awf(dey)/N o (@) d
2\,

=Az;<h

<

I,—1

< kZ/ £ dy = 1l (w11)

Hence Py, is also bounded on L;(N, R). For the time being let us assume that
f € C°(N, R). Then, using the fundamental theorem of calculus, we get

I,—1

R
1
IPaf = Flssoem = | ;xAxx)A
RIh_l
S/ ZXAi
RIh 1
ﬁ/ ZXA

y)dy — f(z)| dz

s
<52 / £ ds = kb |l (412
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Now given f € Ly(N, R), by the density of C>°(N, R) in Ly (N, R) from Lemma 2.1.2,
we approximate f by a sequence {fj}jil C C®(N, R) such that || f;—f|lz,(vr) — O
as j — 0o. Then we have

IPuf = flle,ovmy = WPuf = Pufi +Pufi = fi+ fi = fll,vm
< |NPuf =Pufill Lywvry T 1Prfi = Fill Lywvmy + 15 = Fllyvmy
<k|f- fjHLl(N,R) + kh ”fJ/'”Ll(N,R) + ”fJ - fHLl(MR) ’

where the last line is as a consequence of (4.11) and (4.12). For fixed j, letting
h — 0 gives us

hmHth f“L1 (N,R) = <Gk+DIf - fJHLl(NR
As the left-hand side is independent of j we then let j — 0o to obtain

lim [P f — £l x5 = 0

The result then follows immediately by taking the restriction of ¢q to (N, R) as
our f and realising that ul,(x,0) is then given by P, f. O

Now let u’ " denote our approximation of u R.(t) over the time interval 7,,. Equa-
tion (4.4) is then approximated as

un-l—l,i un,i In—1

p " U n,j

Q- aluD + g a;b; jupy’ + E A; B”uc Ax],
Jj=i+1 7=0

giving rise to the relation

N I}L
u?;rl’l = (1—Atal)u%’1+At Z af]bljuD]+At Z Aj BZJUC Axﬂ for 7 = L. N
j=i+1 Jj=0

(4.13)

The starting values for the dlscrete approximation are simply given by the initial
condition vector dy, so that u 7 =dy; fori=1,...,N. Then our approximations
ul.(t) to ull,(t) for t € [0,T) are given by

M-1
upi(t) =Y Xr (up’ for i=1,2,... N. (4.14)

n=0

4.3 Properties of the Numerical Solutions: Non-
negativity and Mass Conservation

In the preceding chapter we proved the existence of a solution to our system
(3.1) and (3.2). This solution was shown to possess a number of properties that
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we would expect given the physical nature of the model, namely the solution
preserved non-negativity and conserved total mass. In the following sections we
examine whether the approximate solution provided by (4.10) and (4.14), also

displays these properties.

4.3.1 Non-negativity of the Numerical Solutions

Lemma 4.3.1. For a fixed partition (xi_l/g)fio, suppose that At is sufficiently
small that the following condition is satisfied:

X

0< At <

for alli € {0,1,...

A; (Z;;E Ty By i Az + Z?{:l jéj,i)

Iy, — 1} such that the denominator is non-zero, and

1
0< At < —,

for all i € {2,...

a;

, N} such that a; # 0. Then, the approximate solutions defined

by (4.10) and (4.14) preserve non-negativity.

Proof. Starting with the approximation for the continuous regime, let us consider
equation (4.8). By cancelling common terms we get that

I—1

511/2 - Fz‘n—1/2

i—1

j=it1 k=0
fori =1,...,I, — 2. Therefore we have
At " At

m( i+1/2 — F; 1/2) x_iSi

I—1 i-1 N
At At =

= At Z A;B; ju jAzj — —A U Z:ckBk,iAa:k — x_A Uy Z]BJZ
j=i+1 k=0 J=1
I—1 ' At i1 N

= At Z AjBZ-JuZ’]ij — Azug’z (Z QJkB]mAZL’k + ZJB]’Z> .
j=i+1l k=0 j=1

Substituting this into (4.8) gives us

ug—i—l,i _ (1 _ _A <Zz: 2B i Axy + Z]Bj z))

fori=1,...

Ip—1
Ug’z —f- At Z AjBZ‘VjUg’JAZEj,

j=i+1

, I, — 2. The cases © = 0 and ¢ = I}, — 1 can be handled similarly to
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obtain the same result, where the empty sums are taken as 0.

From this it is clear that if each of the approximations ug’ is non-negative, and
provided At is sufficiently small such that the term within the outer brackets is
non-negative, then each of the approximations Y for the subsequent time-step,
will also be non-negative. Hence to ensure the approximations ugl remain non-
negative we can take

Z;

A ( o T By, + Zjvzl ij,i)

0< At < for i=0,1,...,I,—1. (4.16)

In the case of the denominator being zero, the non-negativity of the ugﬂ’i can be
seen to be automatically satisfied for all values of At.

Turning to the approximation for the discrete regime, it is immediately clear from
the form of (4.13) that if all of the values us’ and u};’ are non-negative, then
each u%“’i will be non-negative if for each i = 1,..., N we have that 1 — Ata; is
non-negative. This can be ensured by taking

1
0 <At < — fori=2,...,N such that a; # 0. (4.17)
a;
Therefore if we choose a At small enough that both (4.16) and (4.17) are satisfied,

then our approximate solutions will remain non-negative.
O

From now on we shall assume that conditions (4.16) and (4.17) are satisfied and
that ¢o(x) > 0 and each dy; > 0 so that our approximations remain non-negative.

Remark 4.3.2. The bound (4.16) is dependent on the mesh and it is perhaps not
immediately apparent how this bounding value might vary as we refine the mesh.
In particular, it would be advantageous to confirm that it is indeed possible to find
a constant kq, such that conditions (4.5) and (4.16) can be satisfied simultaneously,
whilst A N\, 0. In the following chapter we will place restrictions on the functions
a and b; these constraints will allow us to guarantee the existence of such a k.

Theorem 5.1.2 of the upcoming chapter imposes the restrictions a € Lo joc ([N, 00))
and b € L joc ([IV, 00) X [N, 00)), with a(R) and S(R) being the essential suprema
for a and b on the restricted domains [N, R] and [N, R] x [N, R] respectively. This
being the case, we have A; < «(R) and By; < B(R) for all values of ¢ and k
admissible in (4.16). Furthermore, from (4.6) we may deduce that each B;; < R.
Finally, all mesh midpoints x; must clearly satisfy x; > N > 1 > h. Taken
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together, these bounds lead, via a simple calculation, to

h Ti
o) (R (=N + ANON+072) = 3, (St meBsen + 50y iBye)

for:=20,1,...,I, — 1. Hence, we have established a possible value for k;, which
allows (4.5) and (4.16) to be satisfied simultaneously as h \ 0.

4.3.2 Mass Conservation in the Numerical Solutions

In Lemma 3.5.2 of the previous chapter, the exact solution to our system of equa-
tions (3.1) and (3.2) was shown to conserve mass between the two regimes. We
now show that this property is shared by our discrete approximating solutions.

Lemma 4.3.3. The approximate solutions generated by (4.8) and (4.13) conserve
mass.

Proof. The mass associated with the approximate continuous regime solution,
ul(x,t), is given by

R M—11-1 |
Jugs (-, )HLlNR / ZXA )X, (s v de
N n=0 =0
M-—1 Ip—1
=3 w0 / o, (2) 2 da
n=0
M-1 Ih 1 '
=D Xnlt Z T ATug’, (4.18)

o

n=

whilst the approximate solution u® (t) has associated mass given by

N M-1 N

lup ()]l x, = ZZU’D’L ZZZXTn UD = ZXTn Z'UD

=1 n=0 =1

Summing these two expressions gives the total mass:

M-1 N
— Z X, (1) (Z szxlqu + Z w%z> . (4.19)
n=0 1=0 i=1

First let us examine the mass accounted for by the continuous regime. From the
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relation (4.8) we get
In—1 Ih—1
; At At
+1,2 N n n n

iz;l'un AI‘Z—;QTZ (Ug ‘I—m( ,»+1/2—FZ»_1/2)——S >AIZ

-1 ‘ In—1 In—1
= Z ziug Ax; + At Z(FZZUQ — By ) — At Z S Az

i=0 i=0 =0

I,—1 _ Ih—1
= Z ziug Ax; — At Z SIAZ;. (4.20)

=0 =0

The middle summation term is lost in going to the final line as the sum is telescop-

ing with zero end terms. Now we consider the discrete regime mass; the generating
relation (4.13) gives us

N N N In—1
Zzu%ﬂz = ZZ ((1 — Ata;)u’s' + At Z b july 4 At Z A;B; ju? A@)
=1 i=1 j—i-i—l Jj=0
N In—1
:Ziu%’i—AthuD —I—Atz Za]”uD +Atz ZA B jul Az
i=1 = =1 j=i+1 i=1 j=0

N N N j—1
i=1 i=2 =2 i=1
Ip—1 N
+ At Z Ax; (A Uy zém)

7=0 =1
N Ip—1
= i+ ALY Ax;Sy (4.21)
i=1 j=0

The middle two terms cancel due to the mass conservation condition (3.4)

. Com-
bining equations (4.20) and (4.21) we obtain

In—1
1, 1
E T Az + E i o
=0
In—1 ]h 1 In—1
= E ziug Ax; — At g S Ax; + g iup + At g Ax;SY
i=0 Jj=0
In—1

= qu A:E,—I—Zw%’i.

From repeated apphcatlon of thls equality it is easily seen that the bracketed

expression appearing in (4.19) is equal for all values of n, and hence the total mass
M"(t) remains constant. O
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In this chapter we introduced a numerical scheme for the approximate solution of
a truncated version of the system of equations from the previous chapter. Based
around a finite volume discretisation of the continuous regime equation, (3.1),
the associated numerical approximations were shown to retain non-negativity and
conserve mass, provided the mesh satisfied certain constraints. In the following
chapter we set out to establish, rigorously, the convergence of these solutions, as
the mesh is refined.



Chapter 5

Numerical Approximation:
Convergence of Numerical

Solutions on the Truncated
Domain

In the previous chapter we introduced a numerical scheme for the approximate
solution of a truncated version of our equations (3.1) and (3.2). We proved that,
provided certain criteria were met, these approximate solutions displayed the prop-
erties we would expect given the physical nature of the model. In this chapter we
set out to prove that these approximate solutions converge, in some sense, to a
limit as the parameter h, and by necessity At, go to zero and show that the limit
itself is an ‘exact’ solution to our truncated model.

5.1 Continuous Fragmentation Regime: Conver-
gence

Let us start with the continuous regime approximations {u}é} In order to prove

the (weak) convergence of this family, we employ a weak compactness argument,

utilising the Dunford—Pettis theorem (Theorem 2.1.20), which provides necessary

and sufficient conditions for weak compactness in an L; space. We begin by proving
the boundedness of the set {ul}.

Lemma 5.1.1. The family of approximations {u}(}} is equibounded (uniformly
bounded) in the space Li((N,R) x [0,T),x dzdt).

Proof. Recalling equation (4.18), we have for any ¢ € [0,7) that

In—1

Jugs (-, t Mg = Z X, () Z zi Azu
=0

78
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From the analysis of the previous chapter, each of the values ugl is non-negative,
and as such the values S, as defined in (4.7), are non-negative. Therefore, from

10

the last line of equation (4.20) we deduce that

-1 I—1

, By
g v Azvuy < E r;Azvus 't forn=1,...,M — 1.
i=0 i=0

Repeated application of this inequality yields

In—1 In—1 In—1 —1

i Azuy < Az’ = :1:1/ ¢ - / co(z) z dz.
; ¢ ZZ:; ¢ Z 0 sz 1/2 0( )
(5.1)
The quantity —*— can be bounded as follows:
S TERES e AP L (5.2)
Ti_1/2 Ti_1/2 2N — 2

We note this bound as it will appear regularly in subsequent calculations. Substi-
tuting this within (5.1) yields

I,—1

.3
Z :ciAa:iug’l < §HCOHL}(N,R)’

for n = 0,...,M — 1. Replacing this inequality in our calculation gives us the
following, which holds for all ¢ € [0, T):

3
lud (- )|t v,y < Z X (¢ HCOHLl(NR) = —||COHL}(N,R)-

Integrating this inequality with respect to t from 0 to 1" we obtain the required
equiboundedness of {uf} in the space Li((N, R) x [0,T),z dz dt). O

We now move on to prove the second of the two required conditions for the
Dunford—Pettis theorem, namely equiintegrability.

Theorem 5.1.2. Suppose that in addition to the restrictions of the previous chap-
ter we have a € Lo joc ([N, 00)) and b € Log joc ([N, 00) X [N,00)), and there exists
a constant 0 > 0 such that

K(R)At <6 < 1,

where K(R) = a(R)B(R)R, with a(R) and B(R) being the essential suprema for
a and b on the restricted domains [N, R] and [N, R] x [N, R], respectively. Then
the family {ul} is equiintegrable in Li((N,R) x [0,T),z dz dt).
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Proof. Consider the constant sequence comprising solely of the initial data ¢y €
Ly ((N,R),zdz). Clearly this sequence is convergent, therefore {co} forms a
weakly sequentially compact set in Ly ((N, R),xdz). Hence by the de la Vallee
Poussin theorem (Theorem 2.1.18) there exists a non-negative, convex function
® € C*([0,00)), with ®(0) = 0 and ¢’(0) = 1 such that &’ is concave and satisfies

R

— 00 as ¢ — oo and / P (co)(x) xdr < oo.
N

O (x)

A standard inequality (2.3), for C! convex functions gives us
n+1,2 n,i n+1,2 n+1,2 n,i
(C+ uc)(I)( +)>‘1>( +) Puc’).
Multiplying this by x;Az; and summing over all 7 gives

I—1 I—1

Z z;Ax; (P ug™ Z) - Z zi Az (( up™ ugz) ' (ufth Z)) .

Using equation (4.8) we can rewrite this as

I,—1

Z z;Az; (P "+1 Z) - (ugz))

Ih . n n At n n+1,2
< Z T Az; ( i — Flap) — _S ' (ug ). (5.3)

Recalling the definition of SI* from (4.7), we see that this is non-negative. Ad-
ditionally, Lemma 2.1.19(ii) and Lemma 4.3.1 give @ (u&""*") > 0, hence we can
drop the term involving S? from (5.3) and the 1nequahty will still remain valid,
giving us

I—1 I—1

Z T sz nH 2) - Z At(F; z+1/2 1/2>(I)/ ( o Z) :

With some easy modification, equation (4.15) becomes the inequality

In—1
n n n,j
iv12 — Fitip < mAxy § A;jB;juc’ Ay,

j=i+1

which, if placed in the previous inequality, results in

Ip—1 I,—1 I—1

J:,sz "Hz —d <At z;A; By jug IAz; Ax; @ (u n+17’ )
JUc j

=0 j=i+1
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Utilising Lemma 2.1.19(i) with = u’ and y = u@" " and noting that the

constants a(R) and S(R) bound the average values A; and B; ;, we get

Ihfl Ihfl Ihfl
1l (@ (ug") = @ (ug)) < apAY D wdwAru® (ug™)
i—0 i=0 j=i+1

< a(R)B(R)At (hz (xisz up™ hz Al’]>

1=0 Jj=i+1
Ip,—1 Ip—1
+ Z (xlez Z Az;O( )) .
Jj=i+1

As j is restricted to be greater than ¢ we have x; > z; for admissible j and ¢. This
allows us to switch x; for z; in the second term and take this within the inner
summation. Following this we expand the summation over j to give

I,—1

Z ziAz; (P up™ Z) - (ugz))
< a(R)B(R)At (hz (IZAI‘ O (ug hz AIJ>

=0 Jj=t+1
In—1 In—1
+ Z <AI¢ Z z;Ax; P (u%ﬂ))
=0 j=it1
In—1 Ih 1
< a(R)B(R)R At xZAxZ ”HZ x: Ax; D )

—K(R)

If we change the index variable from j to ¢ and re-arrange then we obtain

In—1 In—1
(1 — K(R)At) Z 2 Az ®(ust ) < (14 K(R)At) Z Az ® (u
i=0
Some further manipulations produce
Ih, 1 ) Ih—l )
R)At) Z 2 Az; (B(up™) — d(ul')) < 2K (R)At Z 1 Az; @ (ug') .
i=0

By the initial assumption of this theorem we have 1 — K(R)At > 0 allowing us to
divide through to get

Ip—1 I,—1
Z 2 Ax; D( "H " < (1 + ) Z x; Ax; ®
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Repeated application of this inequality yields

I,—1

2K (R)AL \"T! =
z : n—l—l % 2 : 0

Ih 1
<eXp(2K(RAtn+ )leAmq)

1

For values of t in the interval 7,, = [t,, 1) this gives us

R Ip—1
/ ® (ug(z,t)) zde = Z x;Ax;® (ugz)
N i=0

< exp < ))t At) Izl i Az
— exp (%) ngimi@ ( Alxi /A e dx) |

An application of Jensen’s inequality [55, Theorem 2.2] allows us to switch the
order of ® and integration to get

/Rq)( (mt))xdx<exp<%)lhzlxz/ B(co(x)) da

N
I,—1
3 t
§§exp( R>)At> Z/ (co(x)) zdx.
By our initial assumption that K (R)At < 6 < 1, we deduce that

/Rq> (s, ) 2 da < gexp <2f£]?t> /Rq)(co(:c)) vdz,

N N

which holds for all t € [0,7T). Integrating the inequality with respect to ¢ from 0
to 7' confirms the equiintegrability of the family {u?} in the space Li((N, R) x
[0,7), xdxdt). O

By Theorem 2.1.20 (Dunford-Pettis theorem), the sequence {u}(‘;} forms a weakly
sequentially compact set which implies the existence of a subsequence {u}g} and

a function uf € Ly ((N,R) x [0,T),zdzdt) such that u)y — uf in the space
Ly ((N,R) x [0,T),zdxdt) as j — oo and h; — 0.

Remark 5.1.3. From now on this convergent subsequence will be considered im-
plicitly, unless otherwise stated; as such we now use the notation {ug} to denote
such a convergent subsequence, the choice of which, we note, may not be unique.
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5.2 Continuous Fragmentation Regime: Weak So-
lution

Having shown that our sequence of approximations converges (weakly) to a limit,
we now aim to show that this limit provides a solution to our truncated equation
(4.2). Precisely, we intend to show that the function uZ satisfies the following
criterion.

Definition 5.2.1. The function uZ is a weak solution of equation (4.2), if it
satisfies

/T /R rull(z, t)ai(x, t)dzdt + /NR zeo(w)p(w,0) de

0
/ / F (zul) (x,t) 890(3: t)dxdzH—/ / (zud)(z,t)p(z,t) de dt,
(5.4)
for all twice continuously differentiable functions ¢ with compact support in [N, R]x

[0,7). This form was arrived at in the usual manner, recalling the zero boundary
conditions established in Lemma 4.1.1.

Definition 5.2.2. In the analysis which follows we make use of the following
three approximations to x over the domain [N, R). First we have the left endpoint
approximation, defined by

I,—1

¢ x e [N, R)— () Z XA, ()21 /2.

Secondly we consider the midpoint approximation, defined by

In—

X": 2 €[N,R) — X"(z Z X, (),

and finally we introduce the right endpoint approximation given by

I,—1

="z €[N, R) Z Xa, (%) Tig1/:

Lemma 5.2.3. The three approzimations £, X" and =" introduced above, con-
verge point-wise (uniformly) to x over the domain [N, R) as the mesh parameter
h goes to 0.

Proof. We consider only the case of =", the proofs of the other two approximations
being essentially the same. For any x € [N, R) we have

I—1

Z X, ( 371+1/2 -

In—1

= Z Xa, () |$z‘+1/2 —T|.
i=0

=
=(z) — 2| =
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Given such an z, it must lie in exactly one of the sub-intervals, say A;, the length
of which cannot exceed h; hence

I,-1
Z X (@) |Ti1e — ] = |wj10 — | < |mj3172 — Tjo1j2] < D

From this we may deduce that Z(z) converges point-wise (uniformly) to x over
[N, R) as h — 0. As mentioned previously, the same argument can be applied to
&" and X", O

We are now in a position to proceed with our proof that uZ is a weak solution to
(4.2).

Definition 5.2.4. Let ¢ € C?([N,R] x [0,T)) be a compactly supported test
function. For sufficiently small At, the support of ¢ with respect to ¢ lies within
[0,tp-1]. We define ¢!" as an approximation of ¢ on A; X 7, by

1

o = A P(Ti1/2,1) dt,

with ¢} ™' = oM = 0 for admissible ¢ and define ¢} =0 for all n.
Rearranging equation (4.8), multiplying by ¢! and summing over n = 0,..., M —1
and ¢ =0,...,[, — 1, gives us

M—11I,—1

Z Z IZAJ?Z ZH : Ugl) @i — At( z’T«LH/Q - E’Til/z)@? + AtAxiS?go?) =0.

n=0 =0

Rearrangement of the summations and utilising the bounded support of ¢ and the
zero boundary flux gives us the following equality:

M-11Ip—1 Ip,—1

Z Z x; Ax; u"+1 ¢ "H - 90?) + Z T; Ax; u%zgof

n=0 =0 =0
M—-11,—1 M-11Ip—1

- Z Z At}7114r1/2 <)01+1 <101 Z Z AtAxlSn P = (55)
n=0 =0 n=0 =0

The above equality can be seen as the discrete equivalent of the weak formulation
(5.4). Our approach now involves taking the limit as h — 0 of (5.5) and showing
that we do indeed obtain (5.4) with uZ as a weak solution. Observing the terms
of (5.4) we see that the integrals are with respect to the measure da d¢ whilst we
have shown that convergence occurs in the space with weighted measure x dx dt.
At this point we highlight the use of Theorem 2.1.10 to switch spaces but retain
convergence.
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Remark 5.2.5. We now make note of a property of the function ¢ and its deriva-
tives, which we will make use of in our analysis. As ¢ has compact support and is
identically zero outwith this support, its derivatives, both first and second, must
also be zero outwith the support. Now within this compact support, ¢ and its
derivatives are continuous and so must be bounded functions.

Theorem 5.2.6. Let the assumptions already made regarding the kernels a and
b and the mesh sizes h and At be satisfied; then the function uf obtained as the
limit of the sequence {u}é}, is a weak solution of our equation, satisfying (5.4).

Proof. Looking initially at the first two terms of (5.5), we can express them as
follows:

M-11I,-1 Ip—1
n+1,4 n+1 n 0,2 0
E g xiAxiuC (goi - 902‘) + E iUiA%Uc 2
n=0 =0 =0
I,—1

— Z xlelu]\gl (gofw — gpf\/[_l)
i=0

-~

=0

M-21I,—-1

+ Z Z / Xh(x)u’é(x,t)cp(gh(x%t) — ¢(§h(x)7t - At) dr dt
A;

n=0 =0 ¥ Tn+1 At

I—1

At
+ ZO/A Xh(%)U’é(x,O)Ait/o o(&M(x), 1) dt dx

T rR My B . )
:/0 /N X[At,T}(t)Xh(x)ug(x’t)ﬁp(g ( )at) Z(f ( ),t At) o

R At
+/N Xh(x)u’é(x,())é/o p(&" (x), 1) dt dz.

Considering the double integral, assuming that ¢ € C? ([N, R] x [0,T)), Taylor
expansions of the ¢ terms about the point (x,t) give us

Oy

(& (), 1) = p(w, 1) + (£"(x) —2) 5= (x, 1) + O(?),
o(EM(x), t—At) = p(z, t)—i—(ﬁh(a:)—x)g—i(x, t)—{—(t—At—t)g—f(az, t)+O(R?, hAt, At?).

Simple cancellations and recalling the condition (4.5) relating h and At give us

P(€"(@) 1) — pl(E(x),t — At At%(z,1) + O(AP) Dy

At At - ot (1),

(5.6)

as the mesh size goes to 0. Since the derivative ¢, is bounded, we can bound the
left-hand side of (5.6) as h — 0. From Lemma 5.2.3, xjas7(t) X" () can be seen
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to converge pointwise to z on (0,7) x (N, R) as h — oo and is clearly bounded
by R. We have shown previously that u% — uZ in L; (N, R) x [0,T), zdz dt)
and by Theorem 2.1.10 this is also the case in L; ((IV, R) x [0,T"), dzdt) and so
an application of Theorem 2.1.15 gives us

T /R MY £ — o(h(e)
/0 /N Vs (O X (@)l (a, 1) 2 D) Z(f (@)t = A1) 4ogr

T (R
/ / rud(z, t)aa—f(x, t)dxdt, (5.7)
o Jn

as the mesh size parameter h goes to 0. Next, we consider the second term appear-
ing above. Since ¢ is C* ([N, R] x [0,T)) with compact support, its derivatives are

bounded, allowing us to deduce
1 At
7 [ P @), dt = o(x,0) as h N0, (5.8)
0

for all x € [NV, R]. Consider the following:

At At
A%/ﬁ w(ﬁ"(m),t)dt—so(a:,o)‘ — Ait/o (p(&"(2),t) — p(,0)) dt‘
At
= i/ (p(&"(@),t) = (1) + p(x,t) = p(z,0)) dt’
1 OAt 1 At
<qi ) €@ -l dir 5 | el t) - w0t (59)

Expressing ¢(£"(x),t) using a Taylor expansion about (z,t), and recalling Re-
mark 5.2.5 about the derivatives of ¢ we get

0
P(" (), 1) = pla,t) + (" () — 2) 5 (1) + O(?).
Hence bounding the derivative dp/dz and noting ‘ﬁh(a;) — a:" < h, gives us

|p(&" (), 1) — p(z,1)] < Cih,
for some constant C. Similarly, expanding ¢(z,t) about (z,0) produces

o(x,t) = @(x,0) + (t —0) aa—g;(x, 0) + O(h?).
——

This leads to
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for some other constant Cy. Returning to (5.9) we have

é/o t(p(fh(a:),t) dt — o(z, 0)’ < (Cr+ Co)h.

Hence (5.8) does indeed hold, furthermore the convergence is uniform with re-
spect to x. From Lemma 5.2.3, we have the pointwise convergence of X"(z) to z
and Lemma 4.2.2 gives us the strong convergence in Li(N, R) of ul%(z,0) to the
restriction of ¢y to (N, R). Therefore, another application of Theorem 2.1.15 yields

/N Xh(a:)u’é(;z:,O)é/o (&M (2), )dtd:c—>/ zco(x)p(x,0) da. (5.10)

Moving on to the third term of equation (5.5), for t € 7, and x € A; we can write
the numerical flux as an integral as follows:

In—1 4

n _ 77»7j
E-{-l/? = E E IkAjBkJ’LLC Al‘kAZL‘]
j=i+1 k=0
In—1 ¢

= Z Z/ a" (Yo" (w|v)ul (v, t) dw dv

j=i+1 k=0

i+1/2
:/ / XM (w)a" ()b (wlv)ul (v, t) dw dv
Tit1/2

:/ / Xz ()1 (V) X[ 2 @) (W) X (w)a (0)b" (w]v)ug (v, ) dw dv
C F(ul) ().

Then the third term of equation (5.5) is given by

M—11p—

Z Z ALFL (P — i)

n=0 =0
M-11Ip—1

= Z Z +1/2/ Iz+1/27 t) — gO(IL‘ifl/Q, t) dt

n=0 =0
M—11,—1

_ZZ// Hm 2 (w.t) dedi

n=0 =0

:/O /]th(ug)(x,t)g—i(x,t)dxdt.
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Expressed in full this gives us the following, after a switch in the order of integra-
tion:

/OT /NR /NR /NR <X[5”(m),R](U)X[N,Eh(x)] (w)Xh(w)x

a" ()b (wv)ul (v, t)) dw dv%(m, t)dxdt

- /NR /NR X[z (@) (W) X (w) %
</0T /NRX[EWR}(“)ah(v)bh(wlv)u’&(v,t)g—i(x,t) dv dt) dwdz.  (5.11)

Due to the boundedness of the partial derivative ¢, and the Lo, .. property of
the functions a and b, for almost all fixed (z,w) € (N, R) x (N, R), the product
XEh ()R] (v)a" (v )bh(w]v) 2(z,t) is a bounded (uniformly w.r.t. h) function of v
and t. Also, thanks to Lemrna 4.2.1 and Lemma 5.2.3 it converges pointwise
almost everywhere to X[z z(v)a(v)b(w|v ) 2(x,t) as h — 0. Since ul — uf in
Li((N,R) x (0,T), dx dt), an application of Theorem 2.1.15 gives us

o h h h 890
Xz @) &) (V)a" ()b" (wlv)uc (v, 1) 5 (2, t) dv dt
0o JN x
T R
P
. / / Xl (D)0 (wlo)u (0, 1) 92 (1) dv
0 JN X

Using the local boundedness of a and b, along with the boundedness of the par-
tial derivative %2, and the boundedness of the sequence {uf:} in Li((N,R) x
(0,7), dzdt), the left-hand side above can be bounded by a constant. It is easily
seen that Xy .z () (w) X" (w) converges pointwise to x|y (w)w as h — 0 and can
be bounded by R over our domain of interest. Therefore applying the Lebesgue
dominated convergence theorem [55, Theorem 1.8], we get that (5.11) converges

/ / X[V, (W (/ / Xz, (V (w|v)ug(v,t)g—i(x,t)dvdt) dwdzx
/ / (/ /wa )b(w|v)ul(v, t)dwdv)g (x,t)dzdt
:/o /N}"R(xug) (x,t)g—x(a:,t)dxdt. (5.12)

Therefore in the limit as h — 0, the third term of (5.5) coincides with the third
term of (5.4).

Now the fourth term from equation (5.5) is given fully by
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1=

:2 // (Z]bh ) (€M), £) dv dt

:/0 /N a'(v) (Zﬂ’?(“)) ul'(v,1)p(€"(v), t) dv dt.

. . h h h . . .
The pointwise convergence of a”, b} and " along with the continuity of ¢ means

that N
a"(v) (Zjb?(v)) p(E"(v), (Zyb ) 1),

J=1

Aﬁ%g; (ig )ucap”AxAt

for all ¢ € [0,7) and almost all v € (R,N) as h — 0. Since a and b; are in
Leo1oc([N,00)) and ¢ is C? on [N, R] x [0,T) with compact support (hence is a
bounded function), the expressions on either side belong to L. ((N, R) x (0,T)),
with the left-hand side being uniformly bounded w.r.t. h. Hence, with u? — u&

in L1 ((N,R) x (0,T), dvdt), applying Theorem 2.1.15, yields

/OT/NRa (Zﬂ’h ) (€ (v),1) dvdt
—>/OT/N a(v) (lebj(v)> ult (v, t) (v, t) dodt

:/0 /NS(vug)(v,t)go(v,t)dvdt. (5.13)

Taken together (5.7), (5.10), (5.12) and (5.13) show that uf satisfies (5.5) for all
compactly supported ¢ € C%*([N, R] x [0,T)), and hence uZ is a weak solution. [J

5.3 Discrete Fragmentation Regime: Convergence

Now let us consider the discrete regime approximations. This is treated by a
similar approach to the one we adopted for the continuous regime equation, but
as a first step we establish a bound on the values u7;".

Lemma 5.3.1. There exists a constant C, independent of h and R, such that for
all values of n and v we have ‘
0<upy <C.
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Proof. The non-negativity of uqz-)’i follows from Lemma 4.3.1. We shall therefore
concentrate on the upper bound. From Lemma 4.3.3 we have, for all admissible
n, that the following holds:

Ih—1 N Ip 1 N
Z i Azuy’ + Z gy = Z SL};AIiu%l + Z iu%’
i=0 i=1 i=0 i=1
Ip 1 N
i=0 A i=1

Iy

N
i=0 YA i=1

o N
Sg/ co(x)xdx—i-Zidgi:C’<oo.
N i=1

Therefore, for all n and ¢ we have that
upy < C,

where the constant C' is independent of the mesh parameter h and the truncation
parameter R. O]

Theorem 5.3.2. For each v = 1,..., N, the family {u}bz} forms a sequentially
weakly compact set in Ly (0,T), hence must have a weakly convergent subsequence.

Proof. The bound obtained in Lemma 5.3.1 allows us to easily establish equi-
boundedness and equiintegrability in L, (0,7") for each of the families {u’bl} as
follows:

M- M-1

[ubiOl 0 = D ub' At < Y CAL=CT. (5.14)

[y

Now let @ be any function of the nature described in Theorem 2.1.18. Since ® is
increasing, the established bound for u7;" allows us to deduce that

/be(u’,gi(t))dt: AL < S B(C)AL = B(C)T. (5.15)

Hence each of the families {u’})l} are equiintegrable. By the Dunford—Pettis the-
orem (Theorem 2.1.20), the families form weakly sequentially compact sets in
L1(0,T). As such, they all contain some weakly convergent subsequence. [
Remark 5.3.3. We note that what we seek is a collection of values {h’}, such that all

of the sequences {u%ji}, fort=1,..., N, converge weakly, as j — oo and h; — 0.
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We achieve this by means of a diagonal argument, which we now outline. Know-
ing that the family {u’bl} has a weakly convergent subsequence, let us denote the

corresponding sequence of h-values by {h’ };’;1 and consider the family {u%jz} L
]:

As this set satisfies the equiboundedness and equiintegrability conditions of the
Dunford—Pettis theorem, it too must have a weakly convergent subsequence. Ex-

tracting this subsequence and denoting the corresponding h-values by {h]”} we

-1
then have both {uDl } and {um } converging (weakly) as n — oo and j, — oo .
We can continue this process, working through each of the families {u}[’)i}, until we
o] . h'.
have a set of common h-values, {h; }j_l, for which all the subsequences {u DJZ}
- =1

are (weakly) convergent as j — oo and A} — 0.

From now on these convergent subsequences are considered implicitly and we use
{u%z} to denote said subsequences, unless otherwise stated. Let us denote the
weak limit of {u’bz} by uf. (note the upper case superscript notation for the
limit).

5.4 Discrete Fragmentation Regime: Weak So-
lution

Having established the convergence of our sequence of approximations we now
aim to determine whether the limit produced provides a solution to the equation
(4.4) and if so in what sense. To this end, and mirroring the definition given for
the continuous regime, we introduce the following definition of a solution of our
discrete equation.

Definition 5.4.1. We say that the function uf; is a weak solution of equation
(4.4) if it satisfies

/0 ul.(t )C(l;b( t)dt + do,(0) — / aul (1) o(t) dt
+/T Z ajbivjug] dt+/ / (Y ud(y,t)o(t)dydt =0 (5.16)

j=it1
for any C?([0,T)) function ¢ with compact support.

Theorem 5.4.2. The functions uly; obtained as weak limits of the sequences {u’bl}
are indeed weak solutions of (4.4), satisfying equation (5.16) for any compactly
supported ¢ € C*([0,T)).

Proof. For such a function ¢, let us denote its approximation over 7,, by ¢", which
is defined as

n 1
) _E/Tn¢(t)dt forn=0,...,M —1,
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and ¢M = 0. Multiplying (4.13) by ¢™ and summing over n from 0 to M — 1, gives
us the following equality:

M-1
Z n+11_ n)(bn:_zalugl(bnAt
n=0

n=0

M-1 N M—11,-1
+ Z Z a;b ju ¢" At + Z ZA B jul ¢" Az At.
n=0 j=i+1 n=0 ;=0

Since ¢ is compactly supported, for sufficiently small At we have ¢! = 0; then,
further manipulation of the first term yields

S (6 — )+l Z@z Bon AL
n=0

_M—l N M— llh 1 '
+ 3 agbiu " At + > Y AB ju ¢ Az At = 0. (5.17)
n=0 j=i+1 n=0 j=0

Looking more closely at the first term above we can rewrite it as

M-—1

nt+li ( n n i t— At
S B (6 - ) = T (g - M) Z/ a1 Z(t )
n=0 N Tn+1

=0

- [ xan @0 == e

A Taylor series expansion of ¢(t — At) about ¢ gives

do

% (t) + O(At?).

Pt — At) = ¢(t) — At—
Therefore we have

o) — ot — At)  AtL(t) + O(AL?) d¢
At N At dt< )

as h, and by condition (4.5), At goes to 0. By an analogous argument to that used
for ¢ and its derivatives, ¢ and its derivative ¢, must be bounded, therefore we can
bound the left-hand side above. Also, x{a¢7(t) — 1 on (0,7) as h and At — 0
and is clearly bounded. Then, as uf,, — ug in L1(0,7T), applying Theorem 2.1.15
gives us

/0 v (8l (1) 2D Z(f — 80 gy, /0 ugi(t)%(t) at. (5.18)
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By definition, u?,; = dy;, and since ¢ is C? with compact support, its derivative
must be bounded, from which we deduce that

1 A
F=gp ) G060,
as h goes to 0. Therefore
ul' ¢° — do;6(0) as h — 0. (5.19)

By defining b;; to be —1, we can combine the third and fourth terms of (5.17),
writing them as

M-1 N M-1 N
Z Zajbi,ju%Jcﬁ”At = Z Z/ ajbl,]u]]j](t)ﬂt) dt
n=0 j=t n=0 j=i v

T N
_ / > agbiuly; (00() dt,

and since uj; — ug; in L1(0,T), for each j, we have

T N T N
/0 S b guly, (D6(t) dt — / S btk ((1) di
j=i j=i

[ eabowar+ [ 3 apgulmomar (5.20)

j=it+1

giving us the third and fourth terms of our weak formulation (5.16). Rewriting
the final term of our discrete relation, we get

M-11I,—-1 ~ ) M-11I,-1
>3 b seat =30 3 [ [ ety
n=0 5=0 n=0 j=0 v Y4

- /0 /N ah(y)b?<y)¢(t)ug(y’ t) dy dt.

We know from Lemma 4.2.1 that a”(y) and b?(y) converge pointwise to a(y) and
b;(y) respectively, and along with ¢ are bounded (uniformly with respect to h), a
final application of Theorem 2.1.15 allows us to deduce that

| [ dwrwenitv - [ [ amnue.oenda, 621

as the mesh size parameter h — 0. Taking the results (5.18), (5.19), (5.20) and
(5.21), we see that by letting h — 0 in (5.17) we obtain the weak formulation
(5.16), hence uf, is indeed a weak solution of (4.4). O
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This chapter established the weak convergence of a subsequence of our approximate
solutions as the mesh parameter was decreased to zero. The limits were shown
to provide a set of weak solutions to the truncated versions of our equations of
interest. However, there is some way to go, and a number of questions are yet
unanswered. The convergence of subsequences rather than the full sequence raises
the possibility of non-unique solutions, with each convergent subsequence possibly
offering a different solution. Further, having obtained weak solutions we would
like to establish whether these solutions may in fact display extra regularity, as we
might expect from the results in Chapter 3. Finally, we should consider whether,
by letting the truncation parameter R go to infinity, we obtain solutions to our
full system. We shall look to address these questions in the next chapter.



Chapter 6

Convergence of Numerical
Solutions as R — oo and their
relation to the Semigroup
Solutions

In the previous two chapters, we approximated our system of equations on a trun-
cated interval up to R. The numerically generated approximate solutions con-
structed on this interval were shown to converge to a weak solution on the re-
stricted domain. We now consider what happens as we let the parameter R go to
infinity. It is our aim to show that the truncated solutions uZ and uf¥ converge
to solutions to the full equations (3.1) and (3.2) and hopefully determine how any
solutions found relate to those obtained in Chapter 3 via the theory of semigroups.

6.1 Continuous Regime

Consider the following version of the continuous fragmentation equation (3.1):
8uR T, 0o
ca(t ) = —ag()ud(z,t) +/ ar(Y)b(z|ly)ul(y,t)dy, >N, t>0, (6.1)
R

ul(x,0) = cf(z) = Xv,g)(x)co(x),

with the truncated fragmentation rate ag(z) given by x (v, r)(2)a(x), where x(n,r)
is the characteristic function of the interval (N, R). The above equation is equiva-
lent to equation (4.1) from Chapter 4 and if we were to rewrite it in a conservative
form, as we did in Chapter 4, then we would obtain an equation equivalent to the
truncated equation (4.2).

From now on we shall assume that the parameter R is restricted to take only integer
values as we let R — oo. As in Chapter 3 we shall reformulate our equation as an

95
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abstract Cauchy problem in an L, space. To this end let us introduce the following
family of projection operators { Pg}, which act on X and are defined as follows.
For f € X we have

f(z)for N <z <R,

(Prf)(x) = x(v,p)(2) f(2) = { 0 for 2> R.

Each projection operator maps the space X¢ onto the subspace of X consisting
of those elements which are zero over the interval [R, co). This subspace, which we
denote by X%, is isometrically isomorphic to the space Ly ((N, R), z dx) and for our
purposes we may consider the spaces to be the same from now on, unless otherwise
stated. Recalling the operators A¢ and B¢ from Chapter 3, we now define the lin-
ear operators AE = AgPp = PrAc = PrAcPr and BE = PrBcPr as truncated
versions of A¢ and Bg respectively, and additionally we define K = AZ + BE.
As a slight abuse of notation we simultaneously consider these operators acting on
both of the spaces X¢ and XZ.

We are assuming that the functions a and b retain the properties imposed in
Theorem 5.1.2, that is a € Lo joe ([IV,00)) and b € Leg joc ([IV, 00) X [N, 00)). This
leads to the following property for the operators AZ and BE.

Lemma 6.1.1. The operators AE and BE are bounded linear operators on the
spaces X¢ and XE, with | BEf|| < [|AEf|| for all f € Xc or XE, where the norm
wnequality holds for whichever space we are considering.

Proof. We will first consider the operators on the space Xf. Let f € X[; then we
have

48 g = [ lanonn (o)) v
R
= /N o(z) |f(x)] xda

R
<a(®) [ 1f(@)] ade = a(B) |f] s

N

Therefore AZ is a bounded operator on the space X&. The boundedness of BE in
XE can be seen as follows. Let f € X%; then

1580 = [ [xonm(@) [ atwbals)xonm) ) ay

<[ (/ " a(w)bials) 1) ) ad
= [Caw i [ tel)ar) ay

R
< [ o) £ ydy < 457 < alR) 1Lz
N

zdx
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The change in order of integration can be justified by the non-negativity of the
integrand along with Tonelli’s theorem. The inequality in going from the third to
the fourth line comes as a result of the mass conservation condition (3.3). The
proof of the boundedness of A% and BE in X( is essentially the same and we omit
it for the sake of brevity. O

Equation (6.1) can then be recast as the following abstract Cauchy problem in
either of the spaces X or X:

d g

Cul(t) = (AB+ BE)WB@), >0 ufi0) = ff = Pey. (6.2

Here uf : [0,00) — X&(or X¢) denotes an X (or X¢)-valued function rather
than the scalar-valued function of two variables from the previous section. However
due to the relationship between the spaces Ly (I, L1 (€, du)) and Ly (Q x I, dudt)
detailed in Chapter 2 we may switch between the two, with each L;-valued solution
to (6.2) providing us with a scalar-valued solution to (6.1) and vice versa.

Lemma 6.1.2. The operator (Ag —|—Bg) generates uniformly continuous semi-
groups of positive contractions on the spaces X& and Xc.

Proof. As a bounded linear operator on the space X&, Theorem 2.4.7 tells us
that AZ + BE generates a uniformly continuous semigroup (Tg(t)),~, on X&. The
argument of Theorem 3.2.2 (Kato—Voigt perturbation theorem 2.5.22) is trivially
adapted to the case (A& + BE, X&) to give us that an ‘extension’ of (A& + BE, X&)
generates a substochastic semigroup. Now as AZ + BE is defined and bounded
on all of Xf we must have that this extension is AZ + BE itself and by The-
orem 2.4.14, the substochastic semigroup generated must be (Tz(t)),~,. Hence
(Tr(t)),>o is a uniformly continuous semigroup of positive contractions.

The same argument holds for (Ag + BE, XC) and we denote this semigroup gen-
erated on X¢ by (Sg(t)),5o- Again this semigroup is uniformly continuous and
consists of positive contractions. ]

From the existence of the semigroup (Tg(t)),, on X&, Theorem 2.5.8 provides a
unique strong solution to equation (6.2), given by uf(t) = Tr(t)ck. Additionally,
by Theorem 2.5.10 this is also a unique mild solution, satisfying an equation of
the form (2.17), in this case

t t
) =+ (A + BE) [ ulio)ds =i+ [ (a8 + BE) (o) s, (¢ 0)

(6.3)
We are able to take the operator AZ + BE inside the integral as a consequence of
its boundedness by applying Lemma 2.3.4, hence our equation corresponds with
the form of (2.14) from Definition 2.5.2.
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Theorem 6.1.3. The function uf : [0,00) — X provided by the semigroup
(Tr(t)) > is the unique weak solution to equation (6.2), satisfying Definition 2.5.4
over any time interval [0, T) where T' < 00.

Proof. From the analysis above we have the semigroup (Tx(t)),», providing a
unique mild (strong) solution uf : [0, 00) — X% to equation (6.2). Theorem 2.5.6
tells us that if the right-hand side of (6.2) is integrable then, given either a weak or
mild solution to our evolution equation, it can be modified on a set of measure zero
to obtain a solution of the other form. Therefore in our case, if the conditions of
Theorem 2.5.6 hold, the existence of a unique mild solution will provide a unique
weak solution on each finite time interval [0, 7"), with this solution being given by
the semigroup (Tx(t)),-

Let 0 < T < oo; utilising Theorem 2.2.10, we consider the following integral:
T
/0 (A% + BEYuE(s) | ds

— a(x)xv.p () (uc(s))(7)

rdxds

(@) [ el o) ) ) dy

g/OT/NRa(x)\(ug(s))(xn xdxds+/T/R/Ra(y)b(a:|y) |(uB(s)) ()| dy - da ds

ga(R)/OT/NR\(ug ()| zdzds+ (R /// zly) |(ué(s))(y)| dyxdzds
R)/OT/NR\(ug ()| dads+ (R // (ud(s |/ (zly) x dz dy ds
[ [ e s

~20(m) [ ()6 ds < 20 (R |l < o

The bounding of the inner integral by y in the fifth line comes from the mass
conservation condition (3.3), whilst the norm inequality utilised in the final line
relies on the fact that the semigroup (Tr(t)),s, consists of contractions.

By Theorem 2.2.10 the right-hand side of equation (6.2) is integrable over the
interval [0,7) and so by Theorem 2.5.6, any mild or weak solutions, as defined
in Definitions 2.5.2 and 2.5.4, must agree (up to sets of measure zero). Therefore
equation (6.2) has a unique weak solution given by uf(t) = Tg(t)cE, and this
solution is in fact a strong solution. O
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Let uf(z,t) be a scalar representation of the semigroup solution (uZ(t))(z) =
(TR(t)c{f) (). Then applying Definition 2.5.4 to our example, noting Remark 2.5.5
and Appendix C, we get that equation (2.15) is equivalent to

R
/ / rul(x t)%’:(x t)dxdt—i—/ rud(z,0)(z)p(z,0) dz
/ / F (zud(z,t)) (z,1) gw(fv t)dxdt
+/0 /N S(xul(z,t)) (2, t)p(z, t) dr dt, (6.4)

for all ¢ of the form ¢(x,t) = ¢(x)1(t) where ¢ € C° ((N, R)) and ¢ € C([0,T)),
due to the weak-* density of C° ((N, R)) in Ly, ((N, R)), via Remark 2.5.5.

Theorem 6.1.4. The weak solution obtained as the limit of the sequence of approz-
imate solutions for the continuous regime in Theorems 5.1.2 and 5.2.6 is unique,
continuously differentiable with respect to t on any interval [0,T) and satisfies
equation (6.1) directly, except perhaps on a set of measure zero.

Proof. Tt is easily seen that any scalar-valued function uZ(x,t) satisfying Defini-
tion 5.2.1 will immediately satisfy the equation (6.4) above. From any such scalar-
valued function we may define a function vl : [0,7) — X& via (u&(t)) (z) =
ul(z,t), for almost all (z,t) € (N, R) x [0,T). Since the scalar function satisfies
equation (6.4), the X%-valued function must provide a weak solution, as defined
in Definition 2.5.4, to the abstract Cauchy problem (6.2). By Theorem 6.1.3, this
weak solution must necessarily also be the unique (up to sets of measure zero)
strong solution of (6.2). Hence for each scalar weak solution uZ(x,t) satisfying
Definition 5.2.1 there is a unique corresponding X #-valued strong solution uf to
the associated abstract Cauchy problem, whereby the original function uZ(z,t)
is one scalar representation of the strong solution. Since the strong solution is
unique, as are its scalar representations (up to measure zero), it follows that the
weak solution must be unique, up to a set of measure zero. Further, as a represen-
tation of a strongly differentiable X&-valued function, by Theorem 2.2.15, uZ(z, t)
is continuously differentiable with respect to t (except perhaps on a set of zero
measure) and by the same argument as applied in Theorem 3.2.7 directly satisfies
equation (6.1) almost everywhere. O

This result greatly strengthens those of the previous section, where before we had
only the existence of a (weakly) convergent subsequence and the possibility of the
numerical scheme converging to multiple weak solutions. We now know that the
limit solution must necessarily be unique, continuously differentiable with respect
to t and a solution, in the classical sense, of the truncated fragmentation equation.
Additionally it ties together the earlier analysis in this chapter with the semigroup
theory of Chapter 3. We now aim to complete this tie-up by letting R — oo with



CHAPTER 6 100

our truncated semigroup, hoping to obtain the semigroup (Gk(t)),s, obtained in
Chapter 3. The approach adopted in this section follows a similar line of argument
as that taken in [10, Section 8.3.2]. However, before we are able to establish the
main result, we require some preliminary results and we begin with the following
lemma.

Lemma 6.1.5. For R > R and for t >0, we have PzTr(t)Ps = Tx(t).
Proof. Firstly, for any f € Xz and R > N we have

BoPaf — / (2ly) (Prf)(y) dy = / a(y)b(xly) () dy,

for N <z < Rand BoPrf =0 for v > R, therefore BoPrf = PrBcPrf. Whilst
we have already noted that AcPrf = PrAcPrf, as a result we have

K Py = PRK Py = Kp. (6.5)

It is easily seen from the definition of the projection operators that for R > R we
get

PpPp = PpPj = Pp. (6.6)
Together (6.5) and (6.6) give us
PpKpP; = Po(PrK PR)Pp = (PpPp)K(PrPs) = PaK Py = K5 (6.7)

We now generalise this relation using an inductive argument. Let us assume that
Pi(Kgr)" 'Pp = (Kz)" !, which in combination with (6.5) and (6.6) allows us to
deduce that

Pp(KR)" Py = Pp(Kgr)" ' KrPp

= Py(Kg)""'(PrK Pr)Pp by (6.5)
= P; (KR)nAPRK(PRPR) by (6.6)
= Py(Kg)" ' Pr(PyK Pg)Pr by (6.5)
= Pp(Kg)"™' Py(K Pp) by (6.6)
= P; (KR)ThlPRKR by (6.5)
= (Kp)" 'Kj by assumption
= (Kg)"

Hence by induction Pz(Kz)"Ps = (Kg)" for positive all integers n, when R > R.
Additionally we note that the relation also holds for n = 0, where (Kz)? is the
appropriate identity operator for the space we are considering. Since the operator
K, is a bounded linear operator, the semigroup 75(¢) that it generates is given by
the exponential formula (2.10). Utilising the relation just established, we obtain
the desired result as follows:

(KR = 1"Px(KR)"Ph M (KR)"
Ta(t) =) — =) — =Py | D — 5 | Pp = PTa(t)Py.
n=0 ’ n=0 ’ n=0 ’

]
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The semigroup (Tr(t)),, can be extended to form a family of uniformly continuous
operators on the space X by

Tr(t) = PrTR(t)Pr. (6.8)

However, (TR(t))t>0 does not form a semigroup on X¢, as setting t = 0 does
not produce the identity operator on Xc. But as noted previously, the truncated
operator Kp does generate a uniformly continuous semigroup (Sg(t)),s, on Xc.
Given f € X, the operator Kg acts as the zero operator on f over [R,c0), hence
for the part of f supported in [R, 00), (Sg(t)),>, acts as the identity operator. We
can decompose f € X¢ as f = Prf + (Ic — Pr)f, where I denotes the identity
operator on X¢o. We then obtain the following relationship between the families

(SR(t))tzo and (TR(t)) >0

su(t)f =S B gy SNEER G gy
= Pp Z tn(fj!R)nPRf + (e — Pr)f
= PRTI;(t)PRf + (e — Pr)f
—Tr(t)f + (Ic — Pr)f. (6.9)

For elements of X¢ supported in (N, R), Ic — Pgr acts as the zero operator, giving
rise to the relation

Sr(t)Prf = PRTRr(t)Pr(Prf) + (Ic — Pr)Prf = PrTR(t)Prf = Tr(t)f. (6.10)

The following lemma establishes a feature of the family (Tz(t)) o, Which will

t>

enable us to prove a number of significant properties of both (T'g(t)) >0 and
(Sr(t));>0; Via the relations (6.9) and (6.10). -

Lemma 6.1.6. The family of operators (T x(t))
for f € X¢, and fired t > 0 we have

i>o 18 increasing with R. That s,

Tr(t)f > Tx(t)f, when R> R.
Proof. Let f € X¢, with f > 0 and for R > N define
fr(t) = PRTR(t)Prf = Tr(t)f > 0.

It is then easily seen from the monotonic nature of the projection operators that
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(Pry1 — Pr) fry+1(t) > 0. Further, we may deduce that

E Frarlt) = 5 (PrarTin (P f)

dt
d
= PR+1ETR+1(75) (Pri1f)
= Pri1KpiTria(t) Pria f
= Kp+1Pry1Tpa(t) Prya f

= Kpi1fr1(t),

where the boundedness of Pgy; allowed us to switch its order with the derivative in
going to the second line. We have made use of a standard property of semigroups
(Theorem 2.4.11) in going to the third line, and finally (6.5) and the idempotence
of the projection operators have been used to derive the fourth line. Utilising this,
we obtain

d d
&PRfR+1(t) = PR&fRJrl(t)
= PprKpi1fria(t)
= PrKRri1Pri1fr1(t)

= PrKpy1 (P + Pry1 — Pr) frea(2)
= PrKp+1Prfri1(t) + PrEKgry1 (Pry1 — Pr) frea(t). (6.11)

Since Kpyy = AST + BET! and
PrAZM Pyt = Pr(AcPri1)Pri1 = (PrAc) Pra
= (PrAcPR)Pri1 = PrACPry 1 Pr = PRAZT P,
the second term on the right of (6.11) becomes
PrKpi1 (Pri1 — Pr) fra(t)
= PrAE™ (Prs1 — Pr) fri1(t) + PrBE™ (Pre1 — Pr) fria(t)
= PrBE™ (Pri1 — Pr) fri(t).
Then noting that PrKgr1Pr = Kr = KrPg, equation (6.11) becomes

d
&PRfPﬁl(t) = KrPrfrii(t) + PrRBE™ (Pry1 — Pr) fria(t),

with Prfrs1(0) = PrPri1TRr+1(0)Pri1f = Prf. Applying the Duhamel formula,
in this case produces

Prfry1(t) = Tr(t)Prf + / Tr(s — t)PrBE™ (Prit — Pr) fria(s) ds
0

> Tr(t)Prf,
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which gives us the following inequality:

Prfri1(t) = PrPrfrea(t) > PrTR(t)Prf = Tr(t)f.

Combined with our earlier statement that (Pri1 — Pgr)frs1(t) > 0 we arrive at

Trua(t)f = fre1(t) = Pryrfrea(t) > Prfra(t) > Tr(t)f.

Hence the sequence (T'r(t)f) is non-decreasing. O

REN|R>N

At this point we take a brief diversion in order to establish a property of our trun-
cated solutions, which we shall rely on for the analysis of the discrete component
of our system, in the following section.

Lemma 6.1.7. The strong solution Sg(t)cl, of the truncated abstract Cauchy
problem (6.2), in X¢, remains within D(K) for all t > 0.

Proof. For all t > 0, we have

Sr(t)ef = Sr(t) Preo by the definition of ¢
== PRTR(t)PRCO by (68)
= Pr PRTg(t)Prco by the idempotence of Pg
—_———
ZSR(t)cé%
= PRSR@)C(I]%.

Therefore, we have the following relation:
KSR(t)Cé% = KPRSR(ZS)C(])% = KRSR(t)Cé%,

from the definition of Kg in (6.5). Since Kg is the generator of the semigroup
(Sr(t));>o in X, by Theorem 2.4.11, we have KpSgp(t)c € Xc and hence
KSg(t)clt € X¢ for all t > 0. As such we may deduce that Sg(t)clt € D(K)
for all ¢ > 0. O

Returning to the matter at hand, we are now in a position to establish the con-
vergence of both (T'g(t)),., and (Sg(t)),s, as we let R — oc.

t>0

Theorem 6.1.8. There exists a strongly continuous semigroup (G(t)), of posi-
tive contractions on X¢, such that for f € X¢ and t > 0,

G(t)f = lim Sp(t)f = I%EI;OTR(t)f- (6.12)

Additionally, the convergence in both limits is uniform with respect to t, on bounded
intervals. Further, when fo € X&, we have

G(t)fo = PrTr(t)Prfo,
for any R > R.
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Proof. Due to the substochastic nature of the semigroups (7x(t)),~,, we have the
bound -

ITrt)f |, = ITa®lxx < [1Pafllxz < Ifllx, -

As a non-decreasing, norm bounded sequence in the positive cone of the K B-space
(Definition 2.1.7) X, the sequence (TR(t)f)ReN\R>N must converge in X¢ for each

fixed t > 0. Hence, provided that f > 0 we may define

Gt)f = lim Tr(t)f, t>0. (6.13)

Since any element of X, may be expressed as the difference of two elements of
Xcy, this definition can be extended by linearity to all of Xs. Considering the
additional term from equation (6.9), for fixed f € X¢ we have

f(z) for x > R,

Ic — Pp)f =
(e w)f { 0 for N <z <R,

from which it is straightforward to see that |((Ic — Pgr)f)(x)| converges point-wise
to 0 as R — oo and is bounded above by |f(x)|. Applying Lebesgue’s dominated
convergence theorem gives us

/ |((Ic — Pr)f)(x)| xdz — 0, as R — oo.
N
That is, (Ic — Pr)f converges to zero in X¢ as R goes to infinity. Taking the limit
as R — oo of both sides of equation (6.9) yields

Gt)f = P}grolo Sgr(t)f, t>0, (6.14)

for any f € X¢. Therefore (G(t)),~, is obtained as the strong limit, in X¢, of
uniformly continuous semigroups of positive contractions. By the continuity of
the norm and the closed nature of the positive cone X, the family of operators
(G(t)),¢ can be seen to consist of positive contractions. We now aim to show
that (G(t)),s, forms a Cp-semigroup. Conditions (i) and (i7) of Definition 2.4.1
are easily established. Let, f € X¢; then

R—o0 R—o0
hence G(0) acts as the identity operator on X¢. Now for any fixed s,¢ > 0, we get

1Sr(t)Sk(s)f — G(H)G(s)f | x,.

= [Sr(t)Sr(s)f = Sr()G(s)f + Sr(t)G(s)f — G(1)G(s) [fllx,

< [1Sr(t)Sr(s)f = Sr()G () fllx, + [ISr()G(s)f = G(O)G(3) f x..
< ISe@OIISr(s)f = G(8) fllx. + ISRE(G(s)f) = GEG(s) )l x,
< ||Sr(s)f = (S)f||XC+”SR(t)(G(S)f)_ GENG(8) N xe. -
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The final step is justified as the semigroup (Sk(t)),, consists of contractions.
Letting R — oo above, recalling (6.14), we obtain

Aim (Sr(t)Sr(s)f) = G()G(s)f,
and therefore

Gt +s)f = lim Sp(t+s)f = lim (Sk(t)Sk(s)f) = GA)G(s) [

It remains to establish condition (iii) of Definition 2.4.1. First let us assume that
f € Xc,, then set g = Prf, further, let us take m € N such that m > R; then we
have

||G(t)9—g|lxc= |G()g — Tin(t)g + Tru(t)g — 9|,

< |69 = Tu®)gl s, + [ITm(®)g = gl

= HG(t)g”Xc - ”Tm g”Xc + HTm 9- gHXC

< HQHXC — [|Sm(t >9||Xc + HT )9 — gHXc

<llg = Su®3llx, + | Tm()g — 9| . -
The equality of the second and third lines above can be justified by the increas-
ing nature of (TR(t)) o> and the non-negativity of g. We then utilise the fact
that (G(?)),>0 consists of contractions as well as (6.10) to obtain the fourth line.
Finally an application of the reverse triangle inequality yields the final line. As
both (T,,,(t)) o and (Sm(t)),so are Cy-semigroups and satisfy condition (7ii) of

Definition 2.4.1 themselves, this quantity converges to zero as t — 0. Now for
general f € X we set

9= Prf=Prfy — Prf-=g+—g-, where g, = Ppf; and g_ = Ppf_ .
This leads to the following bounding estimate:
1G(t)g — 9l x, = (G(t)g+ — 9+) = (G(t)g- — 9-)llx,,
<GMgs = gillx. + 1G9 —g-lIx,. -

By the same argument as we applied above for non-negative functions, this quan-
tity must converge to zero as t — 07. Now given any f € X¢, clearly Pgrf
converges pointwise to f on (N,00) as R — oo, and Prf is dominated by the
integrable | f], hence by Lebesgue’s dominated convergence theorem

I1Paf = fllx = [ 1Paf@) = f(@)] ado 0 as R oo,
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Now given such an f and € > 0, let us take R € N such that ||Prf — f[ . < €/4,
for then we have

IGO)f = fllx. = IGO) f — Gt)Prf + G(t)Prf — Prf + Prf — fllx.
<|NG@)f = GO)Prfllx, + IGO)Prf — Prfllx, + |1Prf — flix,
<([GOI+DPrf = fllx, T IGE)Prf — Prfllx,
<€/2+ GO Prf — Prfllx.

t)
t)

where the final line was obtained by recalling that (G(t)),s, consists of contrac-
tions, and the assumption || Prf — f||x,, < €/4. By the previous result, the second
term ||G(¢) Prf — Prf| x. can be made less than €/2 by taking ¢ to be sufficiently
small. Then, for such ¢, |G(¢)f — fllx. < ¢, thus establishing condition (iii) of
Definition 2.4.1.

Now let us suppose that for some f € X¢ the convergence of Tz(t)f to G(t)f is
not uniform with respect to ¢ in some compact interval [«, §]. Then there exists
an €y > 0 such that for any M € N, we can find m > M and t € [a, §] where

|Gt = Tu®)f]l, > e

Incrementing M we form a sequence of m’s (increasing) and t’s, such that the
above inequality holds for corresponding pairs (m,t). The Bolzano-Weierstrass
theorem allows us to extract subsequences {m,} and {t¢,}, such that m,, — oo
(monotonically) and ¢, — t as n — oo, for some ¢ € [a, (].

Now let us assume that f € X¢,; then the non-decreasing nature of (TR(t)) >0
established in Lemma 6.1.6 along with the previous inequality allow us to deduce
the following relation:

G L — [Tty = G0 F ~ Tty =
= T, ) fll ¢, S NGE) Fllx, — €0,

which holds for all values of n. However, for k& < n we have 0 < T (ta)f <
Ty, (tn) f, and therefore

T )l < N T (80 ]

which combined with the previous inequality yields

[T (t) £, < G (t0) fllx,. — €o.

Letting, n — oo, we obtain

T |, < 1G], — €0
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which holds for all values of £ € N. An application of the reverse triangle inequality
then provides us with

”G(%)f _ka(f)fHXc 2 HG(E)JCHXC - ”ka(E)fHXC > €0

This contradicts the convergence established previously in (6.13), and hence our
assertion that convergence was not uniform must have been false. Now given a
general f € X we decompose it as f = fi — f_. Then, for ¢ restricted to some
compact interval we can write

|G f=Tr®)f| y, = (G f+ = Tr(t)fr) = (GO f- = Tr(t)f-)| «,
<[|[Gt)f+ - TR(t)f—I—HXC + |G f- - TR(t)f—HXC :

Now given ¢ > 0, by our previous result on the uniform convergence for non-
negative functions, there exist R; and R, such that for all £ in our compact interval

|Gt f+ ~Trt)fe||, < 5. forallR> Ry,

27
and likewise with ||G(t) f- — TR(t)f,HXc for R > Ry. Setting R, = max(Ry, Rs),
we get

€
)

la)f ~Tet)fx, < 5+3

for all ¢ in our compact interval. Hence as stated, convergence is uniform on com-
pact intervals. To obtain the equivalent result for (Sg(t)),,, it is enough to note
that the discrepancy between (Sg(t)),», and (Tx(t))
pendent of ¢.

for R > Ryaz.

150 85 given in (6.9), is inde-

To prove the final result of this theorem we first consider Tx(t) Pz in the case that
R > R. As the semigroup (Tg(t)),5, is uniformly continuous, it is given by the
series (2.11), hence
o0 " ( KR)n
Ta(t)Pr=) — P (6.15)
n=0

For the first term when n = 0, we have
(Kr)"Pp = IrPg = I = (Kz)",
and with the n = 1 term, we get
(Kr)'Pp = (KPr)Pp = KPp = (Kp)',

from (6.5) and (6.6). Now let us suppose that for a general k € N, the following
holds:
(Kr)*Pp = (Kp)";
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then we may further deduce that

(Kr)"™' Py = Kr(Kg)" Py
= Kp(Kz)" by assumption
= (K Pr)Kp(Kp)"" by (6.5)
= (K Pr)(PpK Pg)(Kp)*™ by (6.5)
— (K PR) (K Pp) (K )" by (6.6)
— KK q(Kp)"" by (6.5)
= (Kp)""!

Therefore by induction, the relation (Kg)"Pp = (K3)" holds for n = 0,1,2, ...,
and as such equation (6.15) becomes

n

Ta(t)Py f: RS p f: PER" . (6.16)

n! n!
n=0 n=0
Having established this we are able to proceed to proving the final result of this
theorem. Let us suppose that fo € XE, so we may write as fo = Pgfo. Then for
any R > R we have

Tr(t)fo = PrTr(t)Prfo by (6.8)
= Tg(t) fo by Lemma 6.1.5
= Tr(t)Pgfo
= Tx(t) fo by (6.16).

Since this is independent of R provided R > R, taking the limit of the left-hand
side as R — oo and utilising (6.12) gives us

G(t)fo= RIIEHOOTR'(t)fo = PRTr(t)Prfo,

for any R > R, as required. O

Having established the existence of a limit semigroup (G(t)),, it remains to show
that this semigroup coincides with the continuous regime semigroup (Gg(t)),q,
obtained in Chapter 3. As a first step towards this we demonstrate the minimality
of (G(t)),>¢ in the following lemma.

Lemma 6.1.9. Let u(x,t) be a non-negative-valued function, integrable on (N, R)x
[0,T) with respect to the measure xdxdt for any R > N and T > 0, such that
u(z,t) satisfies the following integrated version of equation (3.1):

u(z,t) = co(x) +/0 (—a(x)u(z,s) + (Bu) (z,s)) ds, (6.17)
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for almost all x > N and t > 0, where Bu is the integral expression defined in
(3.5) in Chapter 3, and where the initial mass distribution satisfies co € X¢. Then
for allt > 0 and almost all x, we have

u(z,t) > (G(t)co) (x). (6.18)

Proof. From the assumption of the integrability and non-negativity of u and the
L toc ([N, 00)) nature of a, Fubini’s theorem gives us

/NR (/Ota(x)u(:c,@ ds) rdz = /Ot </NRa(x)u(x,s)a: dx) ds < oo,
and
/NR (/Dt(zs’u) (x,s)ds) zdz = /Ot (/j(m) (x,s)xdx> ds < oo,  (6.19)

for N < R < oo and 0 <t < T, therefore —au+ Bu € Li((N, R) x [0,T), x dz dt).
Now let us define the truncated function ug(x,t) := x(vr(x)u(z,t), for R > N,
which then satisfies the equation

ur(z,1) = Xoom(@)eol®) + X (@) ( | cetyuta) + Bu) @.5) ds)

= xwv,r)(2)co(x) —|—/0 (—a(x)ug(z,s) + (Bug) (z,s)) ds —|—/0 fr(z,s)ds,
(6.20)

where, for s > 0, the function fgr(z,s) is given by
frle,s) = [ alw)blaly)uty: ) dy > 0
R

for N <z < R and fr(z,s) =0 for x > R. By the non-negativity of u and (6.19)

we have
[ atwpletyut. dy) xdx) ds

J; ([ eraar)as= [F((]
g/j(/j(/}@)b@@ﬂ@, ) dy) :cdx)ds :/OT (/NR(BU) (2, 5) xdx) ds < oo,

Therefore fr € Li((N,00) x [0,T), xdxdt) for each R > N. Now by Theo-
rem 2.2.14, as ug(z,t) is integrable, we can form an integrable function ug :
[0,7) — X¢ defined for almost all ¢ € [0,T) by Tg(t) := ug(-,t), and likewise we
can form fp : [0,T) — X¢ by fr(t) := fr(-,t). Now let t and t + 7 lie within
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[0,7); then, utilising (6.20), we get

[r(t+7) —ur(t)| x, < /Noo (/:JFT |—a(z)ugr(z, s) + (Bug) (x, s)| ds> xdx

+/NOO (/tHTfR(x,s) ds) v da

_ / : < /0 e () |—a(@)un(z, 5) + (Bun) (@, 5) ds) vdz

N
+ /NR (/OT X(t,t+r)(3)fR($7 s) ds) zdw.

Recalling that —au + Bu € Li((N,R) x [0,T), xdxdt) and fr € Li((N,00) %
[0,7), xdxdt) whence the integrands are bounded by integrable functions, and
recognising that they converge pointwise to zero as 7 — 0, the function ug :
[0,7) — X¢ is strongly continuous in X¢.

Rewriting equation (6.20) whilst noting Remark 2.5.15, we see that ug : [0,7) —
X satisfies the following equation in X¢:

t ¢
ur(t) = Preo —I—/ (A& + BE) up(s)ds + / fr(s)ds, for0<t<T.
0 0

Therefore, g : [0,7) — X¢ is a mild solution of the inhomogeneous abstract
Cauchy problem
d

EHR(t) = (A¢ + BE) [ur(®)] + fa(t), t>0; @gr(0) = Preo.

As such, ug(t) is given by an application of (2.20). Hence we have

ﬂR(t) = SR(t)PRCQ + /0 SR(t - S)TR(S) dS, (621)

where (Sg(t)),s, is the uniformly continuous, substochastic semigroup generated
on X¢ by AZ + BE, from Lemma 6.1.2. Now as f, is non-negative and (Sg(t)),-,
is substochastic, the integral term appearing on the right-hand side of equation
(6.21) is also non-negative. Therefore Tgr(t) > Sg(t)Pgrcy, that is ug(z,t) >
(Sr(t)Prco)(z). Now up converges to u as R — oo and from (6.10) we get
Sr(t)Prcy = Tr(t)co, which converges to G(t)cy as R — oo as shown in Theo-
rem 6.1.8. Putting these together we get that u(z,t) > (G(t)cy)(z) as required. [

We are now in a position to show that the limit semigroup (G(t)),, obtained in
Theorem 6.1.8 coincides with the substochastic semigroup (G (t)),s, generated
on X¢ by K, as obtained in Chapter 3. In doing so we complete the link between
the truncated equation (6.5) and its numerical solutions from Chapters 4 and 5,
and the full equation (3.1) and its analytic solution from Chapter 3.
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Theorem 6.1.10. Under the assumptions so far imposed, the semigroups (G(t)),sq
and (G (1)) agree on Xc, that is

G(t)CO = GK(t)CO7 t>0, ¢ € Xe.

Proof. First of all let us define X, as the following subspace of X¢:

Xo=|J x&

R>N

This subspace forms a core, as defined in Definition 2.3.13, for the multiplication
operator (Ac, D(A¢)), which we now demonstrate. Let f € D(A¢), and define
the family {fr}g.y by fr = Prf. As each fr € X, we have {fr} C Xo. Then
we get

1o = flla, = Ifr = Fllx, + [ Acfn — Acfllx.
- /N v (@) (@) — f(@)] wdz + /N v (@)a@) f () — a(z) f(z)] 2 dz

_ /N T i (@) |f@)] wda + /N " oo (@) |a(2) £ (2)] e

The two integrands above are dominated by |f(z)| and |a(z)f(z)| respectively,
both of which are integrable. The integrands also converge pointwise to zero as
R — oo. Applying the Lebesgue dominated convergence theorem we get that
|fr = fll4. = 0 as R — oo. As such the subspace Xj is dense in D(A) for the
graph norm || - [| 4. and with that, X, is a core for Ac.

Additionally, the subspace Xj is a subset of the domain of the generator of the
semigroup (G(t)),s,- Firstly let (H, D(H)) denote the generator of (G(t)),5,- Now
suppose that f € Xy, then we have f € X for some R > N and we get

G(t)f = PrTr(t)Prf by Theorem 6.1.8

=Tr(t)f by (6.8)
= Sp(t)f by (6.10).

Hence, for this f € Xy and t > 0 we have

(GOf ~ 1) = 7 (Sw(t)f = ).

S

Recall that (Sg(t)),, is generated on X¢ by the bounded operator Af + Bf.
Therefore as we let ¢ ™, 0 in the above equation we get

lim + (G()] — /) = im + (Sa(1)f — ) = (A% + BE)] € Xc.

t—0+ ¢
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Since the left-hand limit exists as an element in X we must have that f € D(H),
and so Xy is a subset of D(H). Furthermore, for such f, the generator H is given

by
o1
Hf = lim —(G(t)f - f) = (A& + BE)f = (Ac + Be)f,
since (Af + Bf) and (A¢ + Be) agree on XJ. Therefore, (G(t)),5, is generated

by an extension of (Ac + B¢, Xp) and as Xy is a core for A an application of
Theorem 2.5.28 gives us

G(t)CO 2 GK(t)Co,

t
Now let us suppose that ¢y € D(Ac)+ € D(K). Integrating equation (3.16) with
respect to ¢ we see that uc(x,t) = [Gx(t)co|(x) satisfies equation (6.17) of Lemma
6.1.9, thus

>0, ¢o€ Xy (6.22)

[Gre(t)col(x) = [G(t)col(x).
Putting this together with the inequality (6.22) we have
G(t)CO = GK(t)C(),

for cg € D(A¢)4. Since any element of D(A) can be expressed as the difference
of two elements of D(A¢),, we may extend this equality to all of D(A¢). Further
still, using the density of D(A¢) we can extend it to all of X as required. ]

Having shown convergence for the continuous regime as the truncation parameter
R — o0, in the following section we establish similar results for the discrete regime
equations.

6.2 Discrete Regime

Recalling the truncated discrete regime equation (4.4) from Chapter 4, we have
fori=1,...,N:

dufl (¢ al >
gt( ) = —a;ul,(t) +Z a;b; jul(t); —I—/ ar()bi(y)ul(y,t)dy, t >0, (6.23)
j=it1 N

These equations are recast as the following inhomogeneous abstract Cauchy prob-
lem on the space Xp introduced in Chapter 3:

CB(1) = (Ap+ Bo)ub(0)] + Calub()], 1> 0; uB(0) =do, (620

where Ap and Bp are as defined in Chapter 3, uf is the truncated semigroup
solution of (6.2) and where Cr: D(Cr) C X¢ — Xp is given by

o

(Crf)i = i ar(y)bi(y)f(y)dy, D(Cr) ={f € Xc:Crf € Xp} = Xe,
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fori =1,..., N. The fact that D(Cg) = X¢ is a consequence of the construction of
ag in (6.1) and the L, o boundedness of a along with the bound (4.6). Recall that
since the space Xp is finite-dimensional, the operators Ap and Bp are bounded and
therefore by Theorem 2.4.7 they must generate a uniformly continuous semigroup
(T'(t)),50 on Xp. We then consider the term Cr[ud(t)] as a perturbation and (6.24)
as an inhomogeneous abstract Cauchy problem of the form (2.18). The following
lemma establishes the differentiability of this perturbation term, a property that
we will require in showing the existence of solutions of equation (6.24), along with
determining their nature.

Lemma 6.2.1. The term Cr[uZ(t)] from (6.24) is strongly differentiable (in the
space X p ) with respect to t, at almost all points of [0, T|. Furthermore its derivative
is given by Cr[Suf(t)].

Proof. Recalling the Lo, boundedness of ¢ and the bound b;(y) < y for each
i€ {l,2,...,N}, from (4.6), we have that

h at'c

[ antono ((u(;a £ = CEOND T <y>) dy

(s D), = ColeO, _ ([0

C
v dt

<a() [ (VAR ZLEOLO) [ €m0

ydy

Xc

where a(R) is the essential supremum of a over [N, R]. From the differentiability
of uf, by letting h — 0 on both sides of the above calculation, we may deduce
that CrluZ(t)] is differentiable (in the space Xp) at almost all points of [0,7],
with derivative Cr[Lufi(t)]. O

Having shown the differentiability of the perturbation term Cr[uZ(t)], we now look
at its derivative more closely, showing that it is integrable, belonging to the space
Ly1((0,T), Xp) and in doing so establish the existence of a unique strong solution
to equation (6.24).

Theorem 6.2.2. The derivative of Crlul(t)] belongs to the space Ly((0,T), Xp).
As such equation (6.24) has a unique strong solution, which is given by (2.20) with

p(t) = Crlud(t)]-
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Proof. 1f we take the Xp-norm of the derivative &Cp[ufi(t)] established in the
previous lemma and integrate from 0 to 7', then we obtain
d

/OT dtOR [ud(t)] XDdt:/OT
= [ | [t [ ] a

com [

= a(R)N? /OT

Recalling the abstract Cauchy problem (6.2), since the operators AZ and BE are
bounded and since u£ is given by a contraction semigroup, we have

dt
Xp

Cr [%u?(t)]

{%ug(t)} (y)‘ ydy} dt

dt. (6.25)

R
—ug(t

M, < Mleollx,..

|| < 1Az me e

where M is a constant such that HAg + Bg” < M. Inserting this into (6.25) gives
us

T

J

Therefore the derivative of Cr[uf(t)] belongs to the space Li((0,T), X D) hence,
(

by Theorem 2.5.17, the equation (6.24) has a unique strong solution uf : [0,T) —
Xp. [

d

S Crluf(t)

T
dt < oz(R)NQ/ M lcolly, ds < a(R)NTM |jeo]ly, < oo.
Xp 0

Having established the existence of a unique strong solution to equation (6.24)
given by (2.20), recalling Remark 2.5.18 this solution must also provide us with
a unique mild solution to our equation. Now we consider the possibility of weak
solutions, as defined in Definition 2.5.4. We aim to show that any weak solution
of equation (6.24) must also be a mild solution (permitting changes on sets of
measure zero), and hence the weak solution must be unique and differentiable.

Theorem 6.2.3. Given an integrable weak solution uft : [0,T) — Xp of equa-
tion (6.24) as defined in Definition 2.5.4, then it must also be a strong solution.
Therefore any integrable weak solution must be unique up to sets of measure zero
and differentiable in Xp.

Proof. Considering the right-hand side of equation (6.24), taking the norm in Xp
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and integrating from 0 to 7' gives us

[ 10+ Boluf0) + Calu o),

g/o |(Ap + Bo) (0], dt+/0 |CRluE, dt

:/0 |(Ap + Bo) (0], dt+/0 S
< / |Ab + Boll [uf(t)]| . dt +a(R)N? / /N @B ()] ydydt

T T
<o+ Bol [ 0]y, -+ etN® [ 0]y, a

The assumption that uf(¢) is integrable and Theorem 2.2.10 allow us to deduce
that the first of these integrals must be finite, whilst recalling that uZ(t) was
given by a contraction semigroup immediately enables us to bound the second
integral above. Hence, by Theorem 2.2.10, the right-hand side of equation (6.24)
is integrable and therefore Theorem 2.5.6 tells us that the weak solution u%(t)
(allowing for changes on sets on measure zero) must also be a mild solution. Since,
by Theorem 6.2.2, equation (6.24) has a unique mild solution which is in fact a
strong solution, the weak solution u%(t) we started with must agree with the strong

solution (up to sets of measure zero) and therefore is unique and differentiable. [J

aR(y)b (y) (u& () (y) dy| dt

Having established that any integrable weak solution of equation (6.24), in the
sense of Definition 2.5.4, is also a strong solution, we now set out to prove that the
solutions of equation (6.23) obtained in the previous chapter provide us with such
a weak solution and in the process establish their uniqueness and differentiability.

Lemma 6.2.4. The weak solutions ul%,(t) to the equations (6.23), obtained from
our numerical scheme in Chapter 5, when taken as the components of uft : [0,T) —
Xp, produce a u which is integrable.

Proof. The weak solutions uf; to the equations (6.23), constructed in the previous
chapter, were obtained as the weak limits in L;(0,7) of the sequences {u}f)l} as
we let h 0. By the weak lower semicontinuity of the norm from Lemma 2.1.13
and using the bound (5.14), we obtain

< CT,

il oy < liminf [Ju [, ) <

where C' denotes the constant from (5. 14) If we take the components of the
function u% : [0,7) — Xp to be given by uZ, for i = 1,..., N then we get

T T T
/ 1B (@), dt:/ Zi‘ugi(t)‘ dt < NZ/ ()| dt < N?0T < oo,
0 0 =1 i=1 0 ,

zlluBiIIle,T)
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Therefore the function uft : [0, 7)) — X formed by taking u%, as its i component
is integrable. O]

Theorem 6.2.5. The weak solutions u®, : [0,T) — R fori = 1,...,N of the
equations (5.16) obtained in the previous chapter agree with the cmnponents of the
strong solution established in Theorem 6.2.2 and hence are unique (up to sets of
measure zero) and differentiable.

Proof. Let us consider our abstract equation (6.24) with the aim of rewriting it
in a weak formulation as in (2.15). First let us note that the dual space of Xp is
RY and the duality pairing (-,-) appearing in (2.15) is given by the standard inner
product on RY, Let uf 1 [0,T) — Xp be a weak solution of equation (6.24) with
the components u%, : [0,T) — R for i = 1,..., N. Then, in this case, the function
F:(0,T) — Xp appearing in (2.15) is given componentwise by

Fi() = —anufi(6) +3 agbosul /:aR@)b (4) (w3 () (9) dy.

Jj=i+1

for i = 1,..., N. Therefore the weak formulation of equation (6.24) becomes:

Zqz / ufi(1) S Z@dozw +Z¢z / a0 (t) di
_g‘b%/ Z“J i (¢ dt—Z@/ / ar(y)bi(y)ud(y, t)y(t) dy dt,

J=t+1

for any ¢ = (¢1,...,6n) € RY and ¢ € C° ([O T)), where uf(-,t) is the (unique)
real-valued representation of the Xc-valued uf : [0,T) — Xc.

Comparing this with equation (5.16) of the previous chapter it is easily seen that
the u%, obtained there provide us with a solution to the above equation and so
taking these ul, 1 [0,7) = R, i =1,..., N, as the components of an X p-valued
function uf® : [0,7) — Xp prov1des us Wlth an integrable weak solution to equa-
tion (6.24). As any such u% : [0,7) — Xp must be unique and differentiable in
Xp, the components uD [0,7) — R must be unique (up to sets of measure zero)
and differentiable in the traditional sense. O

Having established the tie between the solutions of the truncated inhomogeneous
abstract Cauchy problem (6.24) and the numerically obtained weak solutions
of (5.16) from the previous chapter, we now look to let R — oo and show that the
solution uf of the truncated equation (6.24) converges to the solution up of the
non-truncated equation (3.17) from Chapter 3.

Theorem 6.2.6. Under the assumptions made so far, the sequence of truncated
solutions {ug} converges strongly to the full solution up in Xp as R — oo.
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Proof. Using the formula (2.20) for both uf and up, we get for ¢ € [0,T) that

ot = w0, = | [ 76 =9 (Calutio) - clucto) as

Xp

< [ 1= M Crla o)) - Cluc(o)], 0
gM’e“t/O |Crlug(s)] = Cluc(s)]|| , ds
SM’e“T/O |Crlué(s)] — Cluc(s) HX ds, (6.26)

where M’ and w are constants such that a bound of the form (2.9), from The-
orem 2.4.3, holds for our semigroup (7'(t)),5,. Considering the integrand from
(6.26) more carefully, we can see that

), (6.27)

where c is the functional defined in Theorem 3.2.2 and where condition (3.3) has
been utilised to obtain ¢ here. Recalling that uZ(s) is given in X¢ by Sg(s)c,
which by (6.10) yields

ug(s) = Sg(s)cf = Tr(s)co.

From Theorems 6.1.8 and 6.1.10, we also have

uc(s) = Gg(s)cg = G(S)co = lim Tr(s)co

R—o0

The increasing nature of the family of (T'g(t))
then allows us to deduce

1507 established in Lemma 6.1.6,

uc(s) = lim Tg(s)co > Tr(s)co = uli(s),

R—o0

hence
|udi(s) — uc(s)| = uc(s) — ud(s).

As per Lemma 6.1.7, we know that uf(s) € D(K), whilst since uc is generated
by K, it is a standard result (Theorem 2.4.11) that uc(s) € D(K) for all s >
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0. Therefore, we have uc(s) — ufi(s) € D(K), for all s > 0. Furthermore, by
Theorem 6.1.8, uf(s) — uc(s) in X¢, with the convergence being uniform with
respect to s on bounded intervals. Since, by Lemma 2.5.25, ¢ is a continuous linear
funtional on D(K') we have

c (‘ug(s) — uc(s)‘) =c (uc(s) — ug(s)) — 0,

with the convergence again being uniform with respect to s on bounded intervals.
In combination with (6.27) and (6.26), this unifrom convergence allows us to de-
duce that the sequence of truncated solutions {ug} converges to the full solution
up in Xp as R — oo.

O

Remark 6.2.7. We note that in [56], a fully discrete fragmentation model was
examined in a weighted ¢; space via the Kato—Voigt perturbation theorem (The-
orem 2.5.22) and (an extension of) the fragmentation operators were found to
generate a substochastic semigroup (Definition 2.4.4). We can think of infinitely
extending our finite discrete fragmentation operators Ap and Bp by zero to form
truncated operators in the ¢; space of [56]. This extension exercise forms an isom-
etry between our discrete space Xp and a truncation subspace of the weighted
(1 space, as such the norms of the operators and the semigroup they generate
would agree between spaces. Since the semigroup in [56] was substochastic, we
can therefore take M’ and w above to be 1 and 0 respectively. Taking account
of this, the obvious substitution of the inequality (6.27) into (6.26) leads to the
following bound, which holds for ¢ € [0,T):

Hug(t) — uD(t)HXD < /0 c (‘ug(s) — uc(s)‘) ds

T
< kc/o Huc(s) — ug(s)ch ds,

where k. denotes the bound on the functional ¢ taken over D(K). Hence the error
within the discrete regime due to the truncation of the continuous mass interval,
is determined in large part by the truncation error within the continuous regime.
We shall return to this point in the following chapter, when we experimentally
examine the convergence as R — oo.

In this chapter we completed the tie-up between the numerical weak solutions, con-
sidered over the preceding chapters, and the strong analytic solutions established
in Chapter 3. By relating the scalar-valued weak formulation of our truncated
equations to an equivalent weak formulation within a Banach space setting, we
were able to establish a one-to-one relationship between the associated scalar and
Banach-space-valued weak solutions. Under suitable constraints, these Banach
space weak solutions were shown to be the unique strong solutions and hence
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our original scalar weak solutions must also be unique. Additionally, as a further
consequence of this tie up, the scalar weak solutions were shown to be differen-
tiable classical solutions. Finally, we considered letting the truncation parameter
R go to infinity. In doing so, the strong solutions of the truncated Banach space
evolution equation were shown to converge to the solution provided by the semi-
group in Chapter 3, completing the link between our numerical solutions and those
established via analytic means.
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Numerical Experimentation

In this chapter we shall apply the numerical scheme developed in Chapter 4 to
a selected class of test models. The models selected are chosen partly due to
the widespread consideration given in the literature to the analogous continuous
models, and partly the availability of exact solutions, allowing for an assessment
of the efficacy of our scheme. However prior to this we shall briefly investigate a
degenerate case of the standard continuous fragmentation model, (1.5), aiming to
demonstrate the phenomenon of shattering.

7.1 Continuous Fragmentation Model: A Demon-
stration of Shattering

We start by considering the continuous multiple fragmentation equation, with
power law kernels, as given by (1.5) and (1.7). More specifically, we shall be
considering the case of binary fragmentation (v = 0) as modelled by the following
equation:

Ou(x,t)
ot

= —z%u(x,t) + 2/ y* tu(y,t)dy, © >0, t>0, (7.1)

where o € R. The more general form of this model, was considered by McGrady
and Ziff in [57], under the assumption of a mono-disperse initial condition, that
is u(z,0) = 6(x — 1), I > 0, and found to display mass loss through ‘shattering’
in cases where a < 0. Using a Laplace transform method, Huang, Edwards and
Levine [37], provided an explicit solution to the multiple fragmentation equation
from (1.5) and (1.7). For the case of « = —1 and v = 0 (o« = —1 in (7.1)), the
solution provided in [37] reduces to

120
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o 1 1
u(z,t) = e u(z,0) + / y 27ty (Qt + 2 (5 - E)) u(y, 0) dy, (7.2)

where x > 0 and t > 0. Let us impose the following truncated uniform initial

state:
(2,0) = 1 for 0 <z <R,
= 0 for x> R,

where R > 0 is a constant; then the solution given in (7.2), can be evaluated to
give

1 1
u(z,t) = e ME <1+t<__ﬁ))’ for 0 <z < R, (7.3)

T

and u(x,t) =0 for x > R. As an example, to demonstrate how the mass distribu-
tion evolves with time under this model, below are a number of plots of (7.3) in
the case of R = 15 at a range of values for t.
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Particle Mass Distribution at time ¢t = 4
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Particle Mass Distribution at time ¢ = 100
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Figure 7.1: Particle mass distribution at time ¢ = 0,4, 20 and 100.

As one might expect from consideration of the physical process we are modelling,
as time evolves and particles fragment, the mass becomes increasingly concentrated
amongst the smaller particles, resulting in a peak on the left side of our charts.
However, a closer examination of the y—axis scales between the charts for ¢ = 20
and ¢t = 100 points to the problem we are seeking to address. If we integrate the
density u(x,t) over the positive real line with respect to the measure x dx, then
we obtain the total mass, M (t), within the system at time ¢. Doing so for (7.3)
yields

M(t) = %R (R+t)e /R, (7.4)

Computing this quantity against time for the case described above, we can observe
a loss in the total mass, as seen from Figure 7.2. This agrees with the results of
McGrady and Ziff from [57], where the process leading to the loss was termed
‘shattering’ and attributed to the loss of mass to ‘zero’-size particles.
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Total System Mass against Time
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Figure 7.2: Total system mass through time.

7.2 Mixed Discrete—Continuous Test Model

The concept of a hybrid discrete—continuous model, as developed in this thesis,
was proposed as a solution to this ‘shattering’” mass loss. We shall now introduce
a particular class of such models, to which, we will go on to apply the numerical
scheme from Chapter 4. The model is based upon the power law fragmentation
model, given by (1.7). For our investigation, the continuous regime equation (3.1),
will therefore be specified by

v

X

a(z) =2% a€R, and bzly)=(v+2)— 7,
y’/

—2<v <0, (7.5)

for N < x < y. With this model selection, our continuous regime equation becomes

t oo
auca(:’7 ) = —z%c(x,t) + (v + 2);5”/ ya*l’fluc(y, t)dy, ©> N, t > 0. (7.6)

The analogous purely continuous model corresponds to the class to which our ear-
lier example model belongs. This class was considered by McGrady and Ziff in
[57] and found to display mass loss through ‘shattering’ in the case that oo < 0, as
demonstrated above.
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Moving on to the discrete regime equation, (3.2), in specifying our discrete regime
equation we must provide a set of continuous to discrete mass distribution functions
bi(y),i=1,..., N, such that condition (3.3) is satisfied. If we take these functions
to be given by

iu+2 _ (Z _ 1)1/—}—2

iywrl

bz(y): ) y>N7i:1a"'>N7 (77)

where the value of v is the same as in (7.5) and (7.6), then it is easily verified that
condition (3.3) is satisfied.

Finally we must specify a choice for the discrete fragmentation parameter values a;
and b, ;, where the b; ; must satisfy (3.4). There are a number of different choices
for these values considered in the literature. However, for our model we shall take
the case of uniform binary fragmentation, whereby two particles are produced from
each fragmentation event, and all admissible pairings of resulting particle sizes are
equally likely. This is obtained by setting

2

bij=——) i=1,...,N—1,j=i,...,N.

Primarily we have selected this particular model for its simplicity, however ver-
sions of this model were studied in [75], one of the earliest articles on discrete
fragmentation, and also in the paper [84].

When it comes to the selection of the values a;, there are minimal restrictions
which must be satisfied and we can largely select any non-negative values we wish.
However, whereas a; = 1, was selected in [75] and a; = (1 — 1)/(i + 1), in [84], we
shall take

a;=1% 1=2,...,N,

with a; = 0, in order to mirror the choice for the continuous fragmentation rate
a(x). Taking these selections leads to the following set of equations for the discrete
regime:

N . . .
duDz(t) ' zja ZI/+2 _ (Z _ 1)1/+2 /oo o
e @ i t e — y t o 7t d )
i “upi )+j:§i+:1j_ Tun;i(t) + ; v uc(y,t)dy
(7.8)
fori =1,...,N and t > 0, where we lose the —i®up;(t) term for i = 1 and the

summation term disappears for ¢ = V.
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7.3 Mixed Model Numerical Solution Examples

7.3.1 Example Model 1 (o« = —1 and v = 0)

Taking the model introduced in the previous section, we examine the particular
case of « = —1 and v = 0. Taking such a choice of parameters in the standard
continuous model has been shown to result in a shattering process [57], and nu-
merically demonstrated in the previous section. As a preliminary investigation of
the behaviour of our model and numerical scheme, we ran the Matlab code imple-
mentation numfrag.m, given in Appendix B, with the parameters N =5, R = 15,
discretising the continuous mass interval using, I, = 20, equal length intervals.
We set the end time T equal to 100, to give sufficient time for the system to set-
tle to its equilibrium, and discretised the time interval with M = 25 intervals of
equal length. Starting with a uniform initial mass distribution where dy; = 1 for
i=1,...,5 and ¢o(z) = 1, we observed the behaviour displayed in the following
figures.

Mass Evolution
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Figure 7.3: The evolution of masses with time.
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Particle Number Evolution
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Figure 7.4: The evolution of particle numbers with time.

Figure 7.3 details the evolution of the total mass (blue), along with the mass ac-
counted for by the continuous regime (red), the total mass within the discrete
regime (black) and the total mass accounted for by monomers (magenta). As we
would hope, the total mass within the system remains constant, with a reduction
in the continuous regime total mass being balanced by a gain in the total mass
of the discrete regime, resulting from the fragmentation of larger continuous mass
particles into smaller discrete mass particles. As time evolves, the mass accounted
for by monomers grows to form an ever larger proportion of the total mass, until
we reach a stage where they constitute the vast majority of the total mass and
the system approaches an equilibrium. This behaviour is supported by Figure 7.4,
which details the evolution of the particle numbers within the system. Initially
we see a rapid increase in the total number of particles, as particles of all masses
greater than one fragment producing further particles. However as monomers
come to dominate the particle size distribution then the growth in numbers slows,
leveling off as we approach the equilibrium.
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Particle Mass Distribution at time ¢t = 0
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Particle Mass Distribution at time ¢ = 20
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Particle Mass Distribution at time ¢ = 100
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Figure 7.5: Particle mass distribution at time ¢ = 0,4, 20 and 100.

Above can be seen a selection of charts depicting the evolution of the mass dis-
tribution through time, starting in the uniform initial state through to the final
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equilibrium state. In these charts, we have graphed the continuous regime by at-
tributing the approximating value over each interval to the interval midpoint, then
plotting through these points using the Matlab plot command.

7.3.2 Example Model 2 (o =0.5 and v = —0.5)

In order to investigate the model behaviour and whether it fits with our physical
intuition regarding the system, we vary the model parameters and observe the
effect on the computed solutions. This also allows us to assess the performance of
our numerical scheme under a range of conditions. In this case we will set « = 0.5
and v = —0.5, which has the effect of increasing the fragmentation rate and
changing the resulting size distribution for fragmentation events, to favour smaller
particles. We would expect both of these changes to speed up the fragmentation
process, and for equilibrium to be reached quicker than in the previous case. As
before, we ran the Matlab code numfrag.m with N =5, R = 15 and I, = 20
equal length intervals for the mass variable.

Mass Evolution
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Figure 7.6: The evolution of masses with time.

The approximation was run with a termination time of 7" = 5, discretised using
M = 20 intervals of equal length, to give the charts in Figure 7.6. As before,
we see that the total mass (blue) is conserved with the loss from the continuous
regime (red) being balanced by an increase in the discrete regime (black). However
if we compare the model behaviour to that observed in Figure 7.3, we see that the
process reaches an equilibrium state significantly quicker than in the previous case,
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as expected from an intuitive consideration of the model setup. Additionally we
note that the time mesh taken here is finer than that employed with Model 1; this
was required in order to ensure that the solutions remained non-negative. This
is consistent with Lemma 4.3.1, as the bounds listed there are reduced by the
changes made here, suggesting a smaller time-step is required.

7.4 Mixed Model Exact Solutions and Perfor-
mance of Numerical Scheme

As stated earlier, the particular model introduced in Section 7.2 was chosen partly
due to the availability of exact solutions which enables an assessment of the accu-
racy of our numerical method. Here we will detail how these exact solutions may
be obtained.

7.4.1 Exact Solutions

The continuous regime equation (7.6), coincides with the one provided for the
‘fragmentation state’ in [38, Section 3]. When this equation is coupled with an
initial continuous mass distribution cy(x), then [38, Equation (9)] gives the solution
as

uc(x,t) = e " {co(x) + matm”/ Y e (y) i Fy (1 —m, 2, t(z™ — y®)) dy} :
(7.9)
where m = (2 + v)/a and | F} is the confluent hypergeometric function given by

=T(a+n) T®) ="
Fiab,2) =) T(a) T(b+n)n

n=0

To solve the set of discrete regime equations (7.8), we write them as the system

d
EQD@) = CHD(t) + E(t)a (7-1(])

where up(t) = (upi(t),...,upny(t))", the N x N matrix C has the entries

0 for iv=j7=1or¢ > j,

—1 for i =7>1,
25¢

Jg—1

and where F' : [0,00) — RY has the components

Cij

for j > 1,

,l'y+2 _ ’L—l v+2 (o)
R AL (7.11)

_J N

-

Bi(v)
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fori=1,...,N, and uc(y,t) given by (7.9). When the initial state of the vector
up(t) is do, then the system (7.10) has the solution

up(t) = e {do + /0 t e ¢ ( /N h Y Lup(y, s) dy) ds g(y)} , (7.12)

where 3(v) is the vector of values (81 (v), ..., x(v))" from (7.11), and € denotes
the matrix exponential of a matrix M.

The Matlab code exact frag.m, which may be found in Appendix B, evaluates the
solutions (7.9) and (7.12) at the same gridpoints as the numerical code numfrag.m.

7.4.2 Numerical Performance

To assess the efficacy of our numerical scheme, we tested it on the model intro-
duced in Section 7.2. The approximate solutions generated were compared to the
exact solutions derived in the previous section, with the discrepancy being mea-
sured by taking the relative error with respect to the norm on L, ([0,7), Xp) x
Ly ([0,T), X¢). That is, supposing u” = (u%(¢), ul(x,t)) is our approximation of
an exact solution u = (up(t), uc(x,t)), then we measure the error via

Error(u"|u) = ~———, (7.13)

where the norm || - ||, is given by
T T
full = [ lup®lly dt+ [ et 0l a
:/ Z lup;(t |dt—|—/ / luc(x,t)| xdxdt. (7.14)
0

Imposing an initial state, with

{ 1 for N <z <R,

colx) =

0 for z > R,

and dy being the N—vector consisting entirely of 1’s, a range of numerical exper-
iments were conducted. The parameters o and v were varied, taking all possible
combinations of o € {0.5,0.1,—0.5,—1,—2} and v € {0,—0.5,—1,—1.5}. The
parameters N and R were, for the time being, held at 5 and 15 respectively and
in all cases T" was selected to allow the system to reach a near equilibrium state.
Our approximate solutions were, once again, computed using the Matlab code
numfrag.m, over a range of meshes. The exact solution was evaluated using the
code exact frag.m; this was carried out on a fine mesh, chosen in such a way as to
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be a refinement of each of the meshes used for the approximations. The integrals
in the error (7.13) were then approximated using the rectangle rule, implemented
via the Matlab code numerror.m. As an example, we have included the results
for the parameter choices a = 0.5 and v = 0 below. The full results for all exper-
imental configurations may be found together, for ease of comparison, at the end
of this thesis in Appendix A.

Parameters: N =5, R=15,T =6, a=0.5, v =0,
hegact = 1.9531x1072, Atoyaer = 5.8594x 1073

n hy, At Relative Error E,, Vn-1
1 0.62500 0.18750 6.9714x 1072 NA
2 0.31250 9.3750x 1072 3.2251x 1072 1.1121
3 0.15625 4.6875x1072 1.5508x10~* 1.0563
4 7.8125%1072 2.3438x1072 7.5624x1073 1.0361
5 3.9063 %1072 1.1719x 1072 3.7215x1073 1.0229

Table 7.1: Experimental results for the case @« = 0.5 and v = 0. The values of ~,,_
relate to the order of convergence, the definiton of which is given in the upcoming
section (page 135).

From even the briefest examination of the data in Appendix A, it is clear that
as the mesh is refined, the relative error of the approximations is reduced. This
can also be seen from the following charts, which plot mesh size h against relative
error for each of the model scenarios examined.
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Convergence for a = —1
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Figure 7.7: Numerical convergence for a = 0.5,0.1, —0.5, —1 and —2. The errors in
the case of & = —2 were calculated against a numerical approximation, computed
on a fine mesh, in place of an exact solution.
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Order of Convergence

It would seem clear from the evidence presented thus far that the approximations
do indeed improve as we refine the mesh upon which they are based. However,
we are interested in quantifying this relationship and gaining an indication on the
extent of the improvement we might expect, given a refinement of our mesh.

Let us imagine an approximation based on a mesh with size parameter h and with
associated error E; then we might postulate that the error is related to the mesh
size in the following manner:

E~ChY, as h— 0T, (7.15)

where C' and v are constants. This being the case, we refer to v as the order
of convergence, and generally the greater the value of v the better. As far as
determining the order in practice, we proceed as follows. Suppose we have a
sequence of approximations based on meshes with the size parameters {hy},- .
where hy1 < hy and let {Eg},;-, denote the sequence of associated errors, then
successive approximations should satisfy the relation (7.15). Taking a ratio for

successive errors yields
5
En+1 hn+ 1
~Y
En hn

Assuming that the mesh has been refined in a regular manner so that for all n we
have h, 1 = %hn, for some integer m, then the previous relation becomes

En+1 1y’ —
~ | — =m .
E, m

Taking the base-m logarithm of both sides yields

En+1 . En
log,, i3 ~ —r, or equivalently v ~ log,, E..)
n n+

which provides us with the following:

n — o) m )l

as a means of generating a sequence of approximations {;},,, which in theory
should converge to 7. We note that the approximations 7, should correspond to
the slope of the line segments in the log-log convergence charts, as above.

In the experiments from which we collected our data, we halved the mesh size in
each step and hence m = 2. The approximations obtained for the order v can be
found in the final columns of the tables in Appendix A. Examining those values
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more closely, we can see that most of them lie fairly close to 1. Furthermore,
they appear generally to be getting closer to 1, as the mesh is refined, with the
approximations associated with the most refined mesh pairings having a mean
value of 1.0301, across all configurations. This would suggest that our numerical
scheme has order v & 1, with the error in the approximations being O(h).

7.5 Convergence as R — oo

We now turn our attention to the truncation parameter R, seeking to empirically
corroborate the assertion of Chapter 6, that the truncated solutions converge to
the full solution as R — oo. As in the previous section we shall measure the
convergence with respect to the norm on L, ([0,7), Xp) x Ly ([0,T), X¢), as given
in (7.14). Let u® = (uB(t),uf(z,t)) denote our solution based on the interval
truncated at R and u = (up(t), uc(z,t)) the full solution over the semi-infinite
domain. Then recalling Remark 6.2.7 and the bound given therein, the truncation

error can be bounded like so:
T
||uR —ull < (1+ kCT)/O Hug(, s) —uc(-, s)HXC ds,

where k. is a constant, dependent on the functional ¢ defined in Theorem 3.2.2. If
we consider the form of the exact solution (7.9), then we see that the right-hand
side above may be bounded by the integral of

[ufi(a, 1) = uc(2,t)] < X(roo (@)colx)

Lor / P eo(y) [ Fy (1= m, 2,42” — y*)| dy. (7.16)
R

Hence, aside from N and 7" and most obviously R, the error could potentially
depend on the parameters o and v as well as the initial distribution ¢y. Further

yet, the manner in which the right-hand side of (7.16) decays as R — oo provides
some indication of the rate of convergence we might expect to observe.

However, returning to the matter at hand, the very reason for introducing the
truncation was the difficulty in computationally representing the semi-infinite do-
main of our equation. A problem now re-encountered in trying to represent the
full solution « in our error calculations. To counter this, we use a truncated solu-
tion uft = (ul=(t),ul>(x,t)), based on an interval up to some finite but large
R, as a stand-in for the full solution u. We then consider the relative error be-
tween uf* and uf~ as R — R.. As before, this is measured with respect to the

L, (]0,T),Xp) x Ly ([0, T), X¢) norm, giving us

|

Error(uft|uf>=) Tufe]
u (oo}

, (7.17)
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where the norm ||-|, is the L; ([0,T), Xp)x Ly ([0,T), X¢) norm, as given in (7.14).

In order to confirm the convergence as R — R., and investigate the impact of the
parameters identified as potentially significant, we conducted a series of numerical
experiments over a range of model configurations. For the parameter settings, we
considered all possible combinations of & € {—1,0,0.5} and v € {—1,0}, with N
set at both 5 and 25. For each trial we set R, = 100 and considered a range of
values for R between N and R.,. As a starting point, the initial mass distribution
was taken to be constant:

do; =0b, for i=1,...,N and cy(z) =0, for N <z < R,

with the value b selected to produce a total system mass of 100. The final time
T was chosen in each case so as to allow the system, truncated at R, to reach
a state near equilibrium. Owing to the significantly reduced computational time
required by numfrag.m over exactfrag.m, we utilised fine-meshed numerical
approximations of the solutions uf* and uf, in place of exact solutions. The
relative errors, as given by (7.17), were then evaluated using the Matlab code
truncerror.m, which employs the rectangle rule to approximate the required
integrals. For illustration purposes we have included the results for N =5, a = 0.5
and v = 0 below. However, the full results obtained for all configurations may be
found in Appendix A under the section for a uniform initial distribution.

Parameters: N =5, Roo = 100, b = 1.9990x1072, ¢ =0, a = 0.5, v = 0,
T =17, h=1.2500x10"1, At = 2.0000x10~2

R 15 30 40 20
Relative Error 9.7701x 1071 | 9.0955x 107! | 8.3958x 107! | 7.4963x 10~

R 60 70 80 90
Relative Error 6.3968x 1071 | 5.0975x 107! | 3.5982x 10! | 1.8991x10~*

R 95 97 98 99
Relative Error 9.7451x1072 | 5.9070x1072 | 3.9580x 1072 | 1.9890x 102

Table 7.2: Experimental results for the case a = 0.5 and v = 0 with a uniform
initial distribution.

From an examination of the data, it is immediately apparent that the errors are
converging towards zero as we let R — R... However, a more detailed examination
across the configurations, reveals some rather interesting relationships. Comparing
dataset pairings, whereby only one factor is varied at a time, we can see that the
parameter N has very little impact on the truncation error, whilst the parameters
a and v have almost no effect, certainly to the level of accuracy reported here.
Considering the magnitude of the errors, for smaller values of R they appear to
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be rather considerable, with a slow rate of convergence as R increases. It is only
as R approaches R, that the errors reach a level which might be considered ac-
ceptable. Furthermore, as R is increased, the rate of convergence increases with
it. This is perhaps to be expected from the profile of the initial mass distribution.
The uniform profile means that particles of all sizes are equally common in the
initial state. However, since larger particles carry more mass, each increase in R
introduces a greater amount of mass than the previous one. Therefore, the pro-
portion of the total mass associated with uf=, accounted for in uf, grows at an
increasing rate as R — R.

In the previous experiments we imposed a uniform initial mass distribution which
was constant up to the truncation point. However, if we consider the full equa-
tion with its unbounded domain, then the uniform distribution would violate the
requirement for ¢y to be L; ((IV,00),zdz), unless at some point it was indeed
truncated. That being the case, we could simply take R to be greater than or
equal to the truncation point and obtain the full solution. Therefore, for these
next experiments we shall employ an initial mass distribution featuring a negative
exponential profile. Such a profile not only allows for infinite support whilst having
finite mass, but would also appear to offer a realistic fit to the previously observed
solutions, which are driven by the e~*"! factor featuring in equation (7.9). Hence,
we shall assume an initial state of the form

do; = be®, for i=1,...,N and cy(x) = be”*, for x > N, (7.18)

where b > 0 and ¢ < 0 are constants to be selected. The Matlab code Init_fit.m,
contained in Appendix B, computes these values for us, subject to the following
criteria. When provided with an N, R and a proportion p, the code computes the
value of ¢, such that if the initial state (7.18) were truncated at R, the mass associ-
ated with the truncated initial state would account for a proportion p of the mass
of the untruncated distribution. It does this using a bisection approach, with the
answer provided having an accuracy within a user-specified tolerance. The value
of b is then selected so that the R truncated distribution has an associated total
mass of T'M, which again is specified by the user.

Once again we conducted a range of numerical experiments using the numerical
solution code numfrag.m. The same parameter values of & € {—1,0,0.5}, v €
{=1,0}, N € {5,25} and R, = 100 were utilised. Given these choices of N and
R, we made use of the program Init_fit.m to fit our initial mass distribution so
that the R, truncation accounted for a proportion 0.99 of the mass of the untrun-
cated case. The value of b was then chosen to give a total truncated mass of 100.
For N = 5, this resulted in the choices b = 4.4088x 10! and ¢ = —6.6320x 1072,
whilst N = 25 gave us b = 4.3985x107! and ¢ = —6.6320x1072. The results
obtained for the case N = 5, a« = 0.5 and v = 0 are included below, allowing a
ready comparison with those of Table 7.2. For the full set of numerical results from
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all experimental configurations the reader is directed towards Appendix A, where
they appear under the section for the negative exponential initial distribution.

Parameters: N =5, Roo = 100, b = 4.4088%x107!, ¢ = —6.6320x 1072, o = 0.5,
V=0, T =7 h=12500x10"!, At = 2.0000x 102

R 15 30 40 20
Relative Error 7.2933x1071 | 3.9971x 1071 | 2.4788x 107! | 1.4695%x 10+

R 60 70 80 90
Relative Error 8.3255x 1072 | 4.4412x1072 | 2.1294x 1072 | 7.7844x1073

R 95 97 98 99
Relative Error 3.3530x1072 | 1.8982x1073 | 1.2296x1072 | 5.9753x10~*

Table 7.3: Experimental results for the case a = 0.5 and v = 0 with a negative
exponential initial distribution.

Examining the data from the experiments, we can see that as before the error
appears to converge towards zero as R — R,. Once again, comparing between
configurations reveals that the parameters N, a and v seem to have little effect
on the truncation error. Comparing the results between the uniform and negative
exponential cases, we can see that the truncation errors for the negative exponen-
tial are less than those for corresponding uniform distribution, and that the rate of
convergence is faster. This is perhaps to be expected, as in contrast to the uniform
initial state, with the negative exponential the bulk of the mass is accounted for
by the smaller particles.

To summarise our experimental findings, the error introduced by truncating the
domain at R appears to converge to zero as R is increased. Furthermore, the
experiments suggest that this error is independent of the model parameters NV, a
and v, depending largely on the truncation point R and the initial mass profile,
with the rate of convergence being determined by the initial mass profile.

In this chapter we conducted a range of numerical experiments in order to test
the findings of the previous chapters and hopefully gain further insight. To begin
with, we considered a degenerate case of the purely continuous model, plotting
its solution and considering the associated mass through time. We found that,
as predicted in the literature, the solution experienced a loss of total mass. As a
response to this, we examined the (numerical) solutions to an analogous form of
our new model and found that, in contrast, it conserved mass. Following this, we
varied the model parameters and observed the effect on the solution. We found
the behaviour exhibited was as one would expect from the physical interpretation
of the model and its parameters. Given the choices of Section 7.2, we were able
to derive an exact solution for the class of model under consideration. Therefore
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we proceeded to examine the accuracy of the numerical solutions. Conducting a
range of experiments with varying model parameter choices and mesh refinements,
we experimentally established that the error in our numerical solutions was O(h),
where h was the maximum interval length for the mass-variable and k1h < At <
koh. Finally, we examined the error induced by the truncation of the domain of
the equation, when we form our numerical solutions. The scale of this error was
found to depend largely on the point R at which the interval was truncated and
the profile of the initial mass distribution: the larger the value of R and the faster
the decay of the distribution, the smaller the error.



Chapter 8

Summary and Future Areas of
Research

In this final chapter we present a summary of the material from the thesis and
outline the contributions made. The chapter is completed with a section indicating
possible areas for future research.

8.1 Summary of Work Completed

The main results covered in this thesis concern the development and analysis of
a mixed discrete—continuous fragmentation model. The impetus for the develop-
ment of such a model was the inherent ‘shattering’ problem which can arise with
a purely continuous model when the fragmentation rate blows up as the particle
mass goes to zero, as discussed in Section 1.4 and observed in Section 7.1. This
problem was previously addressed in [38] by the introduction of a cut-off, such
that if particles have mass below this then they are unable to fragment. We feel
that our mixed model offers a more elegant solution, which more closely reflects
the true nature of such processes and given the similarities between the discrete
and continuous models it seems natural to combine them in this way:.

In Chapter 3, we began by introducing our new hybrid discrete—continuous frag-
mentation model, which took the form of an integro—differential equation coupled
with a system of ordinary differential equations. As far as we are aware, this
represents the first instance of such a hybrid model in the area of coagulation—
fragmentation models. Recasting these equations in the setting of the appropriate
Banach spaces, and using the theory of semigroups, in particular the Kato—Voigt
perturbation theorem and material on operator matrices, we were able to establish,
under standard restrictions on the model, the existence of a unique strong solution
to our system of equations. From the existence of this strong solution, we were
able to deduce the existence of a unique classical solution to our original model.
Further, the solution was shown to preserve non-negativity and conserve mass,
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two necessary attributes considering the physical nature of the problem, especially
given the motivation for the development of the new model to counter shattering
mass loss.

Given that most of the existing models in the field do not yield closed-form so-
lutions, and require numerical methods for their approximate solution, it is rea-
sonable to believe that this could be the case for many examples of our new class
of model. Therefore, in Chapter 4 we developed a numerical scheme for the ap-
proximate solution of a truncated version of our model, whereby the continuous
mass interval was truncated at an upper limit, which we denoted by R. As with
the analytically ‘obtained’ solutions of the previous chapter, the approximate solu-
tions were shown to preserve non—negativity and conserve mass, provided certain
restrictions on the mesh were satisfied.

In Chapter 5, using a common weak compactness argument, we were able to prove
the existence of a subsequence of our family of approximations, that is weakly
convergent to a weak solution of our truncated set of equations. In much of the
literature on the numerical approximation of coagulation—fragmentation equations,
this is the extent of the results provided. However, there are many unanswered
questions, such as:

1. Could the scheme converge to multiple solutions (different subsequences re-
sulting in different solutions)?

2. How regular are the solutions, are they differentiable and how do they relate
to those obtained in Chapter 37

3. What happens as we let the truncation parameter R — oo?

In Chapter 6, by relating the material on strong semigroup solutions from Chapter
3, to the truncated weak solutions of Chapter 5, we were able to resolve these is-
sues. First to begin with, we were able to demonstrate that the solutions obtained
as limits of our numerical approximations must necessarily be unique, and there-
fore they must be differentiable classical solutions to the truncated versions of our
equations. This result exceeds those found in the literature, which typically offer
only weak solutions with generally no guarantee of uniqueness. The theoretical
study was completed by examining the truncated solutions as we let R — oo, con-
firming that in the limit we obtain the full strong solution, as asserted in Chapter 3.

The project was completed with a numerical experimental study, as detailed in
Chapter 7, where we examined the behaviour of a number of different cases for the
hybrid fragmentation model. In each example, the numerical solutions behaved
as predicted, remaining non-negative and conserving mass. We were also able
to experimentally confirm the convergence of our numerical scheme to the exact
solutions.
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8.2 Areas for Future Work and Research

8.2.1 A Mixed Discrete—Continuous Coagulation—Fragmentation
Model

Having considered a model involving only fragmentation in this work, one area for
possible examination is the introduction of a reverse coagulation process, whereby
pairs of particles can join to form a larger particle. In the literature these processes
are often considered together, and therefore this would seem an obvious addition
to the model. Here we shall briefly consider the additional terms required for the
introduction of such a process to our model, before indicating a possible approach
to the analysis of the resulting equations.

8.2.1.1 Additional Modelling Terms

As before, let up and uc denote the particle mass density within the discrete and
continuous regimes, respectively. We introduce the function k(z,y), which is the
continuous coagulation kernel giving the rate at which continuous mass particles
with masses x and y join together. Also, we define the values k; ; to give the rate
at which discrete mass i-mers and j-mers combine. Finally the functions k;(y) pro-
vide the rate at which a discrete mass i-mer joins with a continuous mass particle
of mass y > N. The physical nature of the process demands that each of k(z,y),
ki ; and k;(y) be non-negative, with k(z,y) and k; ; symmetric.

Considering the effect of coagulation on the continuous mass regime, the associated
change in the density uc(x,t) is modelled by the expression

(Nelup. uc)) (2.1) = ~uc(a ) {Z b @huni(0) + [ b p)uc(. o) dy}

N
XI(J}) [z]-N-1 N
+ 52 > k(e — fup;(thuc(z = j,t) + xn(2)Y kjwmjun; (D upe—j (t)
j=1 j=z—N

+ XJ(x){QZk‘j(!L"—j)um’(t)uc(ﬂf—ja t)+ /N by, 2 y)uc(y. Ducle — .1 dy}’

(8.1)

where I = (N,2N] and J = (2N, 00). The first two terms appearing on the right
are loss terms and account for the loss of particles of mass x, which arises when
such a particle joins with some other particle. The terms involving the character-
istic equations are gain terms and account for the increase in particles of mass x
due to the joining together of two suitably sized smaller particles. If we consider
the case of x € I, then we see that at least one of the contributing particles must
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be from the discrete mass regime, although if x is not an integer value then one
of the constituent particles must be from the continuous mass regime. Whereas
when z € J, we must have at least one of the contributing particles coming from
the continuous mass regime. The requirement for multiple gain terms arises as we
must consider all combinations of particle types which could possibly give rise to
a particle of mass x.

The change in the continuous mass regime density is then governed by the following
equation:

Ouc(z,t)
ot
uc(z,0) = co(x),

= (Feuc) (z,t) + (Ne(up, uc)) (z,t), © > N,t >0, (8.2)

where Fouc is the continuous regime fragmentation term, which is given by the
right-hand side of continuous regime fragmentation equation (3.1).

If we now consider the discrete mass regime, then the change in the concentration
of --mers due to coagulation is given by

(Np(up,uc)(t)); = — upi(t) {Z kijup;(t) + /NOO ki(y)uc(y,t) dy}

i—1

1
+3 D ki juni(t)upi-j)(t). (8.3)
j=1
As before, the first two terms are loss terms accounting for the loss of --mers when
any such particle joins some other particle. The last term is a gain term. In con-
trast to the continuous regime, we only require a single gain term as clearly both

contributing particles must come from the discrete mass regime.

The change in the particle density up of the discrete regime is then described by
the equation below:

= fD(UD, Up)z + (ND(UD, UC)(t>>27 1=1,..., N, t>0, (84)

where the fragmentation term Fp(up,ur); is provided by the right-hand side of
the discrete mass regime fragmentation equation (3.2).
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8.2.1.2 Potential Approach for the Analysis

The usual approach when using semigroup theory to prove the existence of solu-
tions for such combined coagulation—fragmentation equations is to formulate them
as a semilinear abstract Cauchy problem. In this case, the additional coagulation
terms Np and N¢g are combined and treated as a nonlinear perturbation operator
N, acting on the appropriate product space. The task is then to show that the
operator NV, possesses certain properties, namely that it satisfies a local Lipschitz
condition and is Fréchet differentiable with continuous derivative. Doing so allows
us to establish the existence of a unique, local in time, strong solution to the semi-
linear ACP, [14, Theorems 3.22, 3.30 and 3.32].

Commonly a change of spaces is made before carrying out this analysis, with the
usual choice being a space of the form L; (I, (1 4+ =) dx), where I is the appropriate
interval domain, or if considering a discrete model the analogous weighted [; space.
This is done for mathematical convenience, as the new norm more easily allows
us to establish the properties described above. However in our case, as our inter-
val (N, 00) is away from zero, such a space would be equivalent to our X¢ from
Chapter 3 and since Xp is finite-dimensional all norms are automatically equiv-
alent. That being said, one may wish to give some further consideration to the
space in which to work as the term involving xn in N¢ will vanish if working in X¢.

It is then common to show that the solution remains positive on its maximal
interval of existence and that it does not produce a finite time blow-up and hence
is a global in time strong solution [68, Chapter 6, Theorem 1.4]. Such an approach
was adopted in the works of [46, 12, 56], amongst others.

8.2.2 Variation of the Transition Parameter N

The introduction of the mass cut-off parameter N raises the question of how the
value of N should be selected. It would be of interest to examine numerically how
varying N affects the results we obtain and the computational run-times for the
numerical method. Ideally, it would be advantageous to establish criteria for the
selection of an optimum N given the modelling choices. Taking this idea of the
choice of N further, we might consider a family of hybrid models, parameterised
by the cut-off N, and we might wonder whether, as N — oo, we obtain the so-
lutions for a corresponding fully discrete equation. A further possibility relating
to the parameter N, which we might consider, is whether it would be possible to
introduce a cut-off N(¢), which has a time dependence, allowing for an adaptive
change as the system evolves. This might be especially useful in the case of a
nonautonomous model, with time-dependent fragmentation coefficients a and b,
as was considered in [5], for the purely continuous case.
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8.2.3 Further Example Models and Applications

In Chapter 7 we introduced a particular form of our hybrid model and investi-
gated the behaviour of the resulting solutions. However, as was shown in Table
1.1, and can be found in [10, Section 8.2], there exist a number of forms and kernel
choices for the standard continuous and discrete coagulation—fragmentation mod-
els. Therefore, one area where we might expect further work to be advantageous is
in the development of further hybrid models, allowing for the modelling of a wider
range of physical scenarios. The standard continuous models appear to provide
candidates for the continuous equation (3.1). However, given a b(x|y), we must
find a corresponding set of b;(y) functions which satisfy (3.3) and select suitable
rates for our discrete equation (3.2).

An area of further study which we would be keen to see, involves the application
of hybrid models, of the type introduced here, to concrete practical problems. In a
number of practical application areas, a distinction is made between the behaviour
of particles on different length scales, for example between ‘dust and boulders’ in
rock crushing [76]. In cases like these, the application of a hybrid model may
provide a suitable framework to accommodate these differences and provide a
better modelling solution. It seems clear that these last two areas go hand in
hand, with the development of a catalogue of hybrid models leading to a greater
possibility of the useful application of such a model. Such an application would
be highly satisfying and provides further justification for the ideas and theory
developed within this thesis.
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A - Experimental Numerical Data

The following tables detail the experiments completed in connection with the ex-
periments of Chapter 7. Each table provides the parameter values for the model
setup, the mesh parameters for each of the approximation runs and the associated
relative errors. The data contained within the tables are reported to an accuracy of
5 significant figures. However, wherever these quantities have been utilised in any
computations or calculations, it is the underlying values (accurate to 16 significant

figures) that have been used.

Data for Section 7.4.2

Parameters: N =5, R=15,T =6, a=0.5, v = 0,
hegact = 1.9531x1072, Atoyaer = 5.8594x 1073

n hy, At Relative Error E,, Vn_1
1 0.62500 0.18750 6.9714x1072 NA
2 0.31250 9.3750x 1072 3.2251x 1072 1.1121
3 0.15625 4.6875x1072 1.5508x10~* 1.0563
4 7.8125%1072 2.3438x 102 7.5624x1073 1.0361
5 3.9063 %1072 1.1719x1072 3.7215x1073 1.0229
Parameters: N =5, R=15,T =6, a =0.5, v = —0.5,
hezact = 1.9531x1072, Atogaer = 5.8594x 1073
n hy, At Relative Error F, Vn—1
1 0.62500 0.18750 6.5675x1072 NA
2 0.31250 9.3750x 1072 3.0250x 1072 1.1184
3 0.15625 4.6875x1072 1.4522x10~* 1.0587
4 7.8125%1072 2.3438x 1072 7.0778%x1073 1.0369
5 3.9063x1072 1.1719x1072 3.4888x 1073 1.0206
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Parameters: N =5, R=15,T =6, a = 0.5, v = —1,

hezact = 1.9531x1072, Atopaer = 5.8594x 1073
n hy, At Relative Error E,, Vn—1
1 0.62500 0.18750 5.8886x 1072 NA
2 0.31250 9.3750x 1072 2.7008 %1072 1.1245
3 0.15625 4.6875x1072 1.2945x10~* 1.0610
4 7.8125%x1072 2.3438x 10~ 6.3049x1073 1.0379
5 3.9063x1072 1.1719x 1072 3.1145x1073 1.0175

Parameters: N =5, R=15,T =6, a =0.5, v = —1.5,

hezact = 1.9531x1072, Atopaer = 5.8594x 1073
n hy, At Relative Error E,, Vn—1
1 0.62500 0.18750 4.7407x1072 NA
2 0.31250 9.3750x 1072 2.1672x1072 1.1293
3 0.15625 4.6875x1072 1.0392x10~* 1.0604
4 7.8125%x1072 2.3438 %10~ 5.0771x1073 1.0333
5 3.9063x1072 1.1719x 1072 2.5447x1073 9.9653x 107!

Parameters: N =5, R=15,T =10, a =0.1, v =0,

hezact = 1.9531x1072, Atogaer = 9.7656x 1073
n hy, At Relative Error F,, V-1
1 1.2500 0.62500 1.2961x 107" NA
2 0.62500 0.31250 5.7604x1072 1.1700
3 0.31250 0.15625 2.7323x1072 1.0760
4 0.15625 7.8125%x107? 1.3264x10* 1.0426
5 7.8125%x1072 3.9063x1072 6.4870x1073 1.0319
6 3.9063x1072 1.9531x 102 3.1879x1073 1.0249

Parameters: N =5, R=15,T =10, a = 0.1, v = —0.5,

hegact = 1.9531x1072, Atogaer = 9.7656x 1073
n hy, At Relative Error E,, Vn—1
1 1.2500 0.62500 1.2636x 1071 NA
2 0.62500 0.31250 5.5508 %1072 1.1868
3 0.31250 0.15625 2.6222x1072 1.0820
4 0.15625 7.8125%x107 1.2707x10* 1.0451
5 7.8125%x1072 3.9063x1072 6.2133x1073 1.0322
6 3.9063x1072 1.9531x 1072 3.0620x107° 1.0209
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Parameters: N =5, R=15,T =10, a=0.1, v = —1,
Regact = 1.9531x1072, At opaer = 9.7656x 1073

n hy, At Relative Error E,, Vn—1
1 1.2500 0.62500 1.1765x10~* NA
2 0.62500 0.31250 5.1181x1072 1.2008
3 0.31250 0.15625 2.4091x1072 1.0871
4 0.15625 7.8125%x107 1.1656x 102 1.0474
5 7.8125%x1072 3.9063x1072 5.6962x1073 1.0330
6 3.9063x1072 1.9531x 102 2.8142x1073 1.0173
Parameters: N =5, R=15,T =10, a =0.1, v = —1.5,
Negact = 1.9531x1072, Atogaer = 9.7656x 1073
n hy, At Relative Error F, Vn_1
1 1.2500 0.62500 9.9180x 1072 NA
2 0.62500 0.31250 4.2822x1072 1.2117
3 0.31250 0.15625 2.0135x1072 1.0886
4 0.15625 7.8125%x1072 9.7413x1073 1.0475
5 7.8125%x1072 3.9063x1072 4.7700x1073 1.0301
6 3.9063x 1072 1.9531x10~2 2.3794x1073 1.0034
Parameters: N =5, R=15,T =35 a=—0.5,v =0,
hegact = 1.9531x 1072, Atepaer = 3.4180x 1072
n hn, At Relative Error E,, Vn-1
1 1.2500 2.1875 9.9023x1072 NA
2 0.62500 1.0938 4.4984x1072 1.1383
3 0.31250 5.4688x 107! 2.1511x1072 1.0643
4 0.15625 2.7344x1071 1.0482x1072 1.0371
5 7.8125%x107% | 1.3672x 107! 5.1390x 1073 1.0284
6 3.9063x 1072 6.8359x 1072 2.5390x1073 1.0172
Parameters: N =5, R=15,T =35, a = —0.5, v = —0.5,
hegact = 1.9531x1072, Atopaer = 3.4180x 1072
n hn, At Relative Error E,, Vn-1
1 1.2500 2.1875 9.8691x1072 NA
2 0.62500 1.0938 4.4051x1072 1.1637
3 0.31250 5.4688x 107! 2.0944x1072 1.0726
4 0.15625 2.7344x107! 1.0181x1072 1.0407
5 7.8125x1072 1.3672x107 ! 4.9896x 1073 1.0288
6 3.9063x1072 6.8359x 1072 2.4727x1073 1.0129
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Parameters: N =5, R=15,T =35, a=—-0.5, v = —1,
Pegact = 1.9531x1072, Atopaer = 3.4180x 1072

n hy, At Relative Error E,, Vn—1
1 1.2500 2.1875 9.5962x 1072 NA
2 0.62500 1.0938 4.1989x 1072 1.1925
3 0.31250 5.4688x 107! 1.9828x10~* 1.0824
4 0.15625 2.7344 %1071 9.6127x1073 1.0446
5 7.8125%x1072 1.3672x107* 4.7077x1073 1.0299
6 3.9063x 1072 6.8359x 1072 2.3390x1073 1.0091
Parameters: N =5, R=15,T =25, a = —0.5, v = —1.5,
Negact = 1.9531x1072, Ategaer = 2.4414x1072
n hy, At Relative Error F, Vn_1
1 1.2500 1.5625 7.9232x1072 NA
2 0.62500 7.8125%x107! 3.5779x1072 1.1470
3 0.31250 3.9063x 107! 1.7096x10~* 1.0654
4 0.15625 1.9531x107* 8.3247x1073 1.0382
5 7.8125%x1072 9.7656x 1072 4.0853x1073 1.0270
6 3.9063x 102 4.8828x1072 2.0396x1073 1.0021
Parameters: N =5, R=15,T =100, « = —1, v =0,
Bevact = 1.9531x1072, Al epaer = 4.8828x 1072
n hn, At Relative Error E,, Vn-1
1 1.2500 3.1250 1.7834x10~* NA
2 0.62500 1.5625 8.7590x 1073 1.0258
3 0.31250 7.8125x107! 4.3325%x1073 1.0155
4 0.15625 3.9063x107! 2.1432x1073 1.0155
5 7.8125x107% | 1.9531x107* 1.0574x1073 1.0192
6 3.9063x 1072 9.7656x 1072 5.2312x10~% 1.0153
Parameters: N =5, R=15,T =100, a = —1, v = —0.5,
Regact = 1.9531x1072, Atppaer = 4.8828x 1072
n hn, At Relative Error E,, Vn-1
1 1.2500 3.1250 3.5512x1072 NA
2 0.62500 1.5625 1.7144x10~* 1.0506
3 0.31250 7.8125%x1071 8.4218x1073 1.0255
4 0.15625 3.9063x107! 4.1546x107° 1.0194
5 7.8125x1072 1.9531x107! 2.0511x1073 1.0183
6 3.9063x 1072 9.7656x 1072 1.0227x1073 1.0039
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Parameters: N =5, R=15,T =100, a = -1, v = —1,
hezact = 1.9531x 1072, Ategaer = 4.8828x1072
n hy, At Relative Error E,, Vn—1
1 1.2500 3.1250 3.4859x 1072 NA
2 0.62500 1.5625 1.6566x 10~ 1.0733
3 0.31250 7.8125x107! 8.0831x1073 1.0353
4 0.15625 3.9063x107! 3.9772x1073 1.0232
5) 7.8125%x1072 1.9531x107* 1.9643x 1073 1.0177
6 3.9063x1072 9.7656x 1072 9.8610x10~* 9.9421x10!
Parameters: N =5, R=15,T =100, o« = —1, v = —1.5,
Regact = 1.9531x1072, Atppaer = 4.8828 %1072
n hy, At Relative Error F, Vn_1
1 1.2500 3.1250 3.3176x1072 NA
2 0.62500 1.5625 1.5562x 10~ 1.0922
3 0.31250 7.8125x107! 7.5523%x1073 1.0430
4 0.15625 3.9063x107! 3.7082x1073 1.0262
5) 7.8125%x1072 1.9531x107! 1.8324x1073 1.0170
6 3.9063x 1072 9.7656x 1072 9.2595x10~* 9.8473%x 1071

Remark. In the computation of the exact solution, when a larger final time T is
used, we can encounter issues with blow-up in the computed values. The source
of these problems lies with the larger values which occur in the calculation of
the matrix exponential e™*¢ from (7.12), when s must range up to such a 7.
When these large values are multiplied with other computed values, any errors
present are scaled up significantly. This becomes an issue when we consider larger,
negative values of the parameter a. Such values of «a result in a relatively low
average fragmentation rate, and as a result the time required for the system to
reach a near equilibrium state is extended. In particular, the choice of &« = —2
resulted in a runtime to equilibrium which was beyond the point where blow-up
was encountered. For the case o = —2, in order to assess the convergence of our
approximations over a time period up to equilibrium, we resorted to the use of a
fine-meshed numerical solution as a substitute for the exact solution. The data
corresponding to these examples can be found below.
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Parameters: N =5, R=15,T =1000, a = -2, v = —0,
hegact = 9.7656x 1073, Ategaer = 6.1035x1072

n hy, At Relative Error E,, Vn—1
1 1.2500 7.8125 6.3318x1073 NA
2 0.62500 3.9062 3.0082x1073 1.0737
3 0.31250 1.9531 1.5023 %103 1.0017
4 0.15625 9.7656x 107! 7.3949x10~% 1.0225
5 7.8125%x1072 4.8828x107! 3.5517x10~* 1.0580
6 3.9063x1072 2.4414x 1071 1.6235x10~4 1.1294
Parameters: N =5, R=15,T = 1000, a = =2, v = —0.5,
Regact = 9.7656x1073, Atppaer = 6.1035x 1072
n hy, At Relative Error F, Vn_1
1 1.2500 7.8125 6.9894x1073 NA
2 0.62500 3.9062 3.3089x1073 1.0788
3 0.31250 1.9531 1.6254x 1073 1.0256
4 0.15625 9.7656x 107! 7.9438x10~4 1.0329
5) 7.8125%107?2 4.8828 %1071 3.8143x107* 1.0584
6 3.9063x 1072 2.4414x 1071 1.7528x107° 1.1218
Parameters: N =5, R=15,T =1000, o« = =2, v = —1,
hegact = 9.7656x1073, Atopaer = 6.1035x 1072
n hn, At Relative Error E,, Vn-1
1 1.2500 7.8125 8.0478x1073 NA
2 0.62500 3.9062 3.8644x1073 1.0584
3 0.31250 1.9531 1.8864x 1073 1.0346
4 0.15625 9.7656x 107! 9.2176x10~* 1.0331
5 7.8125x107% | 4.8828x107* 4.4504x 1074 1.0505
6 3.9063x 1072 2.4414x107! 2.0750x 1074 1.1008
Parameters: N =5, R=15,T = 1000, « = —2, v = —1.5,
Regact = 9.7656x1073, Atopaer = 6.1035x 1072
n hn, At Relative Error E,, Vn-1
1 1.2500 7.8125 9.4311x1073 NA
2 0.62500 3.9062 4.4871x1073 1.0716
3 0.31250 1.9531 2.1911x1073 1.0341
4 0.15625 9.7656x 107! 1.0733x1073 1.0296
5 7.8125x1072 4.8828x107! 5.2127x10~% 1.0420
6 3.9063x1072 2.4414x107! 2.4540x 1074 1.0869
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Data for Section 7.5
Uniform Initial Distribution
Parameters: N =5, Ry, = 100, b = 1.9990x1072, ¢ =0, a = 0.5, v = 0,
T =7, h=12500x10"1, At =2.0000x10~2
R 15 30 40 50
Relative Error 9.7701x 1071 | 9.0955x 1071 | 8.3958x 107! | 7.4963x10~*
R 60 70 80 90
Relative Error 6.3968x 107! | 5.0975x1071 | 3.5982x 10! | 1.8991x 10!
R 95 97 98 99
Relative Error 9.7451x1072 | 5.9070x 1072 | 3.9580x1072 | 1.9890x 102
Parameters: N = 25, R, = 100, b = 1.9950x1072, ¢ =0, a« = 0.5, v = 0,
T =7, h=12500x10"1, At =2.0000x10~2
R 15 30 40 50
Relative Error NA 9.0773x107! | 8.3790x 107! | 7.4813x 107!
R 60 70 80 90
Relative Error 6.3840x 1071 | 5.0873x107! | 3.5910x 107! | 1.8953x 101
R 95 97 98 99
Relative Error | 9.7257x1072 | 5.8953x107% | 3.9501x 1072 | 1.9850x 102
Parameters: N =5, Ry, = 100, b =1.9990x1072, ¢ =0, a = 0.5, v = —1,
T =6, h=1.2500x10"", At = 2.0000x 102
R 15 30 40 50
Relative Error 9.7701x 1071 | 9.0955x1071 | 8.3958x 107! | 7.4963x10~*
R 60 70 80 90
Relative Error 6.3968x 107! | 5.0975x1071 | 3.5982x 107! | 1.8991x 10!
R 95 97 98 99
Relative Error 9.7451x1072 | 5.9070x 1072 | 3.9580x 1072 | 1.9890x 102
Parameters: N =25, R, = 100, b = 1.9950x1072, ¢ =0, a = 0.5, v = —1,
T =6, h=1.2500x10"1, At =2.0000x 102
R 15 30 40 50
Relative Error NA 9.0773x107! | 8.3791x10~! | 7.4813x10~!
R 60 70 80 90
Relative Error 6.3840x 107! | 5.0873x1071 | 3.5910x 107! | 1.8953x 10!
R 95 97 98 99
Relative Error 9.7257x 1072 | 5.8953x1072 | 3.9501x 1072 | 1.9850x 102




APPENDIX 155
Parameters: N =5, Ry, = 100, b = 1.9990x1072, ¢ =0, a =0, v =0,
T =20, h = 1.2500x1071, At = 5.0000x 102
R 15 30 40 50
Relative Error 9.7701x107! | 9.0955x 107! | 8.3958x 107! | 7.4963x 10"
R 60 70 80 90
Relative Error 6.3968x 107! | 5.0975x10~! | 3.5982x 10! | 1.8991x10~!
R 95 97 98 99
Relative Error 9.7451x1072 | 5.9070x1072 | 3.9580x 1072 | 1.9890x10~2
Parameters: N =25, R, = 100, b =1.9950x1072, ¢ =0, a =0, v =0,
T =20, h = 1.2500x1071, At = 5.0000x 102
R 15 30 40 50
Relative Error NA 9.0773x107! | 8.3791x10~" | 7.4813x 10"
R 60 70 80 90
Relative Error 6.3840x 107! | 5.0873x107! | 3.5910x 10! | 1.8953x10~!
R 95 97 98 99
Relative Error 9.7257x1072 | 5.8953x1072 | 3.9501x 1072 | 1.9850x 1072
Parameters: N =5, Ry, = 100, b =1.9990x107%, c =0, a =0, v = —1,
T =15, h = 1.2500x107, At = 5.0000x 1072
R 15 30 40 50
Relative Error 9.7701x107! | 9.0955x 10! | 8.3958x 107! | 7.4963x 10+
R 60 70 80 90
Relative Error 6.3968x 107! | 5.0975x107! | 3.5982x 107! | 1.8991x 101
R 95 97 98 99
Relative Error | 9.7451x107* | 5.9070x 10~ | 3.9580x10~* | 1.9890x10~*
Parameters: N =25, R, = 100, b = 1.9950x1072, ¢ =0, a =0, v = —1,
T =15, h = 1.2500x 107, At = 5.0000x 102
R 15 30 40 50
Relative Error NA 9.0773x107! | 8.3791x10~" | 7.4813x 10"
R 60 70 80 90
Relative Error 6.3840x107! | 5.0873x107! | 3.5910x 107! | 1.8953x 101
R 95 97 98 99
Relative Error 9.7257x 1072 | 5.8953x1072 | 3.9501x 1072 | 1.9850x 102
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Parameters: N =5, Ry, = 100, b =1.9990x107%, c =0, o« = —1, v = 0,
T =750, h =1.2500x107!, At = 2.5000x107!
R 15 30 40 50
Relative Error 9.7701x107! | 9.0955x 10" | 8.3958x 107! | 7.4963x 10"
R 60 70 80 90
Relative Error 6.3968 %107 | 5.0975x10~" | 3.5982x10~! | 1.8991x10~!
R 95 97 98 99
Relative Error 9.7451x1072 | 5.9070x 1072 | 3.9580x 102 | 1.9890x10~2
Parameters: N =25, R, = 100, b = 1.9950x1072, ¢ =0, a = —1, v = 0,
T =750, h = 1.2500x107!, At = 2.5000x10~!
R 15 30 40 50
Relative Error NA 9.0773x107! | 8.3790x10~" | 7.4813x 10"
R 60 70 80 90
Relative Error 6.3840x 107! | 5.0873x 107" | 3.5910x 10! | 1.8953x10~!
R 95 97 98 99
Relative Error 9.7257x1072 | 5.8953x 1072 | 3.9501x 102 | 1.9850x 1072
Parameters: N =5, Ry, = 100, b =1.9990x1072, c =0, a = —1, v = —1,
T =600, h = 1.2500x107, At = 2.5000x107!
R 15 30 40 50
Relative Error 9.7701x107' | 9.0955x 107" | 8.3958x 10" | 7.4963x 107"
R 60 70 80 90
Relative Error 6.3968 %107 | 5.0975x 107" | 3.5982x 10! | 1.8991x10~!
R 95 97 98 99
Relative Error 9.7451x1072 | 5.9070x 1072 | 3.9580x 102 | 1.9890x10~2
Parameters: N = 25, Ry, = 100, b =1.9950x107%, c =0, a = —1, v = —1,
T =600, h = 1.2500x 107, At = 2.5000x10~!
R 15 30 40 50
Relative Error NA 9.0773x107! | 8.3791x10~" | 7.4813x 10"
R 60 70 80 90
Relative Error 6.3840x107! | 5.0873x10~" | 3.5910x 10" | 1.8953x 107!
R 95 97 98 99
Relative Error 9.7257x 1072 | 5.8953x1072 | 3.9501x 1072 | 1.9850x 102
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Negative Exponential Initial Distribution

Parameters: N =5, Ro, = 100, b = 4.4088x107!, ¢ = —6.6320x 1072, o = 0.5,
v=0,T="7 h=12500x10"1, At = 2.0000x102

R 15 30 40 50
Relative Error 7.2033x107! | 3.9971x 107" | 2.4788x10~! | 1.4695x 107"
R 60 70 80 90
Relative Error 8.3255x1072 | 4.4412x1072 | 2.1294x 1072 | 7.7844x1073
R 95 97 98 99
Relative Error 3.3530x 1073 | 1.8982x1073 | 1.2296x 102 | 5.9753x 10~

Parameters: N = 25, R, = 100, b = 4.3985x107!, ¢ = —6.6320x 1072, a = 0.5,
v=0,T="7 h=12500x10"1, At = 2.0000x102

R 15 30 40 50
Relative Error NA 3.9877x107! | 2.4730x 107! | 1.4661x 10!

R 60 70 80 90
Relative Error 8.3059x 1072 | 4.4307x 1072 | 2.1244x1072 | 7.7661x 1073

R 95 97 98 99
Relative Error 3.3451x 1072 | 1.8937x 1072 | 1.2267x107° | 5.9612x10~*

Parameters: N =5, Roo = 100, b = 4.4088%x107!, ¢ = —6.6320x 1072, o = 0.5,
v=—1,T=6,h=1.2500x10"1, At =2.0000x10"2

R 15 30 40 20
Relative Error 7.2933x1071 | 3.9971x1071 | 2.4788x10~! | 1.4695x10~*

R 60 70 80 90
Relative Error 8.3255x 1072 | 4.4412x1072 | 2.1294x1072 | 7.7844x1073

R 95 97 98 99
Relative Error 3.3530x107% | 1.8982x1073 | 1.2296x1072 | 5.9753x10~*

Parameters: N = 25, R, = 100, b = 4.3985x107!, ¢ = —6.6320x 1072, a = 0.5,
v=—1,T=6,h=1.2500x10"1, At =2.0000x10"2

R 15 30 40 20
Relative Error NA 3.9877x1071 | 2.4730x1071 | 1.4661x10~!

R 60 70 80 90
Relative Error 8.3059x 1072 | 4.4307x1072 | 2.1244x1072 | 7.7661x10~3

R 95 97 98 99
Relative Error 3.3451x107% | 1.8937x1073 | 1.2267x1072 | 5.9612x10~*
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Parameters: N =5, R, = 100, b = 4.4088x107 !, ¢ = —6.6320x 1072, a = 0,

v=0,T =20, h=1.2500x10"", At = 5.0000x 10~2

R 15 30 40 50
Relative Error 7.2933x1071 | 3.9971x107" | 2.4788x 10" | 1.4695x 107"

R 60 70 80 90
Relative Error 8.3255x 1072 | 4.4412x1072 | 2.1294x 1072 | 7.7844x 103

R 95 97 98 99
Relative Error 3.3530x 1073 | 1.8982x 1073 | 1.2296x 1073 | 5.9753x10~*

Parameters: N = 25, R, = 100, b = 4.3985x107 !, ¢ = —6.6320x1072, a = 0,

v=0,T =20, h=1.2500x10"", At = 5.0000x 10~2

R 15 30 40 50
Relative Error NA 3.9877x107! | 2.4730x 107! | 1.4661x 10!

R 60 70 80 90
Relative Error 8.3059x 1072 | 4.4307x 1072 | 2.1244x107? | 7.7661x 10~

R 95 97 98 99
Relative Error 3.3451x1072 | 1.8937x 1073 | 1.2267x1073 | 5.9612x10~*

Parameters: N =5, R, = 100, b = 4.4088x107 !, ¢ = —6.6320x 1072, a = 0,
v=—1,T=15 h=1.2500x10"% At = 5.0000x102

R 15 30 40 50
Relative Error 7.2933x107' | 3.9971x 107! | 2.4788x 107! | 1.4695x 10!

R 60 70 80 90
Relative Error 8.3255x 1072 | 4.4412x1072 | 2.1294x 1072 | 7.7844x 1073

R 95 97 98 99
Relative Error 3.3530x 1072 | 1.8982x 1073 | 1.2296x 1072 | 5.9753x10~*

Parameters: N = 25, R, = 100, b = 4.3985x107 !, ¢ = —6.6320x1072, a = 0,
v=—1,T=15 h=1.2500x10"1 At = 5.0000x10"2

R 15 30 40 50
Relative Error NA 3.9877x 1071 | 2.4730x10~1 | 1.4661x 107!
R 60 70 80 90
Relative Error 8.3059%x 1072 | 4.4307x1072 | 2.1244x1072 | 7.7661x 1073
R 95 97 98 99
Relative Error 3.3451x107° | 1.8937x 1073 | 1.2267x1073 | 5.9612x10~*
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Parameters: N =5, Ry = 100, b = 4.4088x107!, ¢ = —6.6320x1072, a = —1,
v=0,T =500, h =1.2500x107, At = 2.5000x10~1

R 15 30 40 50
Relative Error 7.2933x1071 | 3.9971x107" | 2.4788x 10" | 1.4695x 107"

R 60 70 80 90
Relative Error 8.3255x 1072 | 4.4412x1072 | 2.1294x 1072 | 7.7844x 103

R 95 97 98 99
Relative Error 3.3530x 1073 | 1.8982x 1073 | 1.2296x 1073 | 5.9753x10~*

Parameters: N = 25, Ry, = 100, b = 4.3985x107!, ¢ = —6.6320x 1072, a = —1,

v=0,T =500, h = 1.2500x10~", At = 2.5000x 10~

R 15 30 40 50
Relative Error NA 3.9877x107! | 2.4730x 107! | 1.4661x 10!

R 60 70 80 90
Relative Error 8.3059x 1072 | 4.4307x 1072 | 2.1244x107? | 7.7661x 10~

R 95 97 98 99
Relative Error 3.3451x1072 | 1.8937x 1073 | 1.2267x1073 | 5.9612x10~*

Parameters: N =5, Ry = 100, b = 4.4088x107!, ¢ = —6.6320x1072, a = —1,
v=—1,T =400, h =1.2500x10~!, At = 2.5000x10~*

R 15 30 40 50
Relative Error 7.2933x107' | 3.9971x 107! | 2.4788x 107! | 1.4695x 10!

R 60 70 80 90
Relative Error 8.3255x 1072 | 4.4412x1072 | 2.1294x 1072 | 7.7844x 1073

R 95 97 98 99
Relative Error 3.3530x 1072 | 1.8982x 1073 | 1.2296x 1072 | 5.9753x10~*

Parameters: N = 25, Ry, = 100, b = 4.3985x107!, ¢ = —6.6320x 1072, o = —1,
v=—1,T =400, h = 1.2500x107!, At = 2.5000x10~*

R 15 30 40 50
Relative Error NA 3.9877x 1071 | 2.4730x10~1 | 1.4661x 107!
R 60 70 80 90
Relative Error 8.3059%x 1072 | 4.4307x1072 | 2.1244x1072 | 7.7661x 1073
R 95 97 98 99
Relative Error 3.3451x107° | 1.8937x 1073 | 1.2267x1073 | 5.9612x10~*
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B - Numerical Codes

The Matlab codes provided in the following Appendix were those utilised in the
numerical experiments of Chapter 7.

numfrag.m

The following code implements the numerical method devised in Chapter 4 for the
mixed fragmentation model provided in Chapter 7, Section 7.2.

© W N O ks W N

W oW W W W W W W W W NN NN N NNN NN == e e e
© 0w N O A W R O © N kAR W RO © N U R W NN = O

function [frag,uDn,uCn,out] =
numfrag(N,R,Ih,T,M,Alpha,Nu,b, c, TMC,MEC)

5555555555555 %5555555555 5555555 55%555555%5%555555555%%%%5%555%5%5%5%%%%
% INPUTS

55 5555555555555 5555555555555 555555555%5%5%5%55%5%5%%%%
% N - The discrete/continiuous boundary

$ R — The continuous regime upper interval cut-off

% Ih — The continuous mass mesh parameter (Ih+l evenly spaced

% mesh points)

s T — The upper end limit of our time interval

s M — The time partition parameter (M+1l evenly spaced mesh

% points)

% Alpha - The fragmentation rate parameter a(x)=x"alph

% Nu - The selection parameter b(x|y)=(Nu+2)x"Nu/y {Nu+l}

% b,c — Parameters for IC bxexp(c*x)

% TMC - Plot total mass evolution chart, yes/no = 1/0

% MEC - Plot mass distribution evolution chart, yes/no = 1/0

xd = 1:N; $discrete regime integer mass vector
xc = linspace (N,R,Ih+1); $continuous regime mesh point vector

$computing the continuous mass inteval midpoints
xcm = (xc(2:Ih+1)+xc(l:Th))/2;

$computing the continuous mass interval lengths
dxc = xc(2:Ih+1l)-xc(1l:Ih);

Scomputing timestep
dt=T/M;

$time vector
time = linspace (0,T,M+1);

$computing xi times delta xi for use in mass calculations
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%$computing average values of the continuous fragmentation rate
%a(x) over each of the Th intervals
A=zeros (1, Ih);
for i=1:Ih

A(i)=integral (@ (v) frag.rate (v,Alpha),xc (i), xc(i+1)) /dxc(i);
end

$computing average values of the continuous selection function
$b (x|y) over each of the Ih"2 regions
B=zeros (Ih, Ih);
for j=1:Ih
wl = xc(j); wu = xc(j+1);
for i=1:Ih
vl = xc(i); vu = xc(i+l);
IntB=integral2 (@ (v,w)c2c_select (v,w,Nu),vl,vu,wl,wu);
B(i, J)=IntB/ (dxc (i) *dxc (7)) ;
end
end

$computing average values of the mixed selection functions
%bi(y) over each of the Ih intervals for i=1,...,N
BCD=zeros (N, Ih);
for i=1:N
k = 1i;
for j=1:Ih
IntBCD=integral (@ (v) c2d_select (v,Nu, k), xc(]j),xc(j+1));
BCD (i, j)=IntBCD/dxc (J);

end
end
%$discrete fragmentation rates ai for particles of size i=1,2,...,N
ad = zeros(1l,N);
for i=2:N

ad(i)=frag.rate (1);
end
%$discrete selection values bij for i,3=1,2,...,N
bd = zeros (N, N);
for i=1:N

for j=1:N

bd (i, 3)=2/(3-1);

end
end
% CALCULATING APPROXIMATE SOLUTIONS
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$initialising our solution matrices
uDn=zeros (M+1,N); uCn=zeros (M+1,Ih);

$computing average values of the initial continuous mass
%distribution over the Ih intervals
for i=1:Ih

uCn(1l,1i) = integral (@ (v)IC(v,b,c),xc(i),xc(i+l))/dxc(i);
end

%$initial mass distribution for the discrete regime
for i=1:N

ubDn(l,1i) = IC(i,b,c);
end

%$calculating regularly used quantities
Adxc = A.xdxc;
dtAxcm = dtxA./xcm;

stored = zeros(1l,Ih);
parfor i=1:Ih

stored (i) = dot ((1:N),BCD(1:N,i));
end

$computing the approximate solutions for subsequent times
for n=2:M+1

$computing the approximate flux term
flux=zeros (1, Ih+1);
temp2 = Adxc.*uCn(n-1,:);

parfor i=2:Ih
temp=zeros (1, Ih);
for j=i:Ih
temp (j)=temp2 (j) rdot (xcmdxc (1:1-1),B(1l:1-1,73));
end
flux(i)=sum(temp (i:Ih));
end

Scomputing approximate sink term
sink = dtAxcm.*uCn(n-1, :).*xstored;

$computing the continuous regime approximations
uCn(n, :)=uCn(n-1, :)+dt* (flux (2:Th+1)-flux(1l:Ih)) ./xcmdxc—sink;

$computing the discrete regime approximations
source=zeros (1,N);

gain=zeros (1,N);

for i=1:N

$computing source term for mass from the cont. mass regime
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Ih);
Ih) ,uCn(n-1,1

Adxc (1:Ih) .xBCD (i, 1:

source (1)

temp

144

Ih));

dtxdot (temp (1

145

146

$computing fragmentation gain term for particles <N

if 1 <N

147

148

N);

ad(i+1:N) .xbd(i,1i+1

temp

149

N));

dtxdot (temp,ubn (n-1, i+1

gain (1)

150

end

151

152

end
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computing the discrete regime approximations

uDn (n,

o
°

155

) +gain+source;

)=(l-dt*ad) .*ubn(n-1,
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end
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MASS CALCULATIONS

o
°

160

o\
o\
o\
o\
o\
o\
o\
o\

o\
o\
o\
o\
o\
o\
o\
o\
o\

o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\

o\°
o\°
o\
o\
o\
o\
o\
o\
o\

o\
o\
o\
o\
o\

161

162

$intialising mass vectors

dMASS
cMASS

163

zeros (1,M+1);
zeros (1,M+1);

164

165

:M+1

1

for n

166

discrete regime mass

o
°

), xd) ;

dot (ubDn (n,

dMASS (n)

167

$continuous regime mass

14

= dot (uCn (n, :), xcmdxc)

cMASS (n)

168

end

MASS

169

$total mass

=dMASS+cMASS;

170

171

initialising mass change vector

DELTAMASS

172

zeros (1,M);

173

174

%$calculating change in mass between timesteps

175

M

1
DELTAMASS (n) =abs (MASS (n+1) -MASS (n) ) ;

for n=

176

177

end

178

179

%check sum of total mass changes

frag

180

4

sum (DELTAMASS)

181

182

parameters required for truncerror.m

o
o

183

{dxc (1), xcm,dt,MASS (1) ,N};

out =

184
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Particle Number Calculations
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189

$intialising particle numbers vector

190

=zeros (1,M+1);

Pno

191

192

:M+1

=1

for n

193

sum (ubDn (n, :));
dot (uCn(n,

dPno

194

) ,dxc) ;

cPno

195
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196
197
198
199

201
202
203
204
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207
208
209
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212
213
214
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217
218
219
220
221
222
223
224
225
226
227
228
229
230
231
232
233
234
235
236
237
238
239
240
241
242
243
244
245

Pno (n) =dPno+cPno;
end

$plotting total mass charts$%

if TMC 1
figure (1)
movegui (figure (1), 'northeast');
plot (time, MASS)
title('Mass Evolution')
xlabel ('Time"')
ylabel ('Mass'")
hold('on"')
plot (time, dMASS, 'k'")
plot (time, cMASS, 'r'")
plot (time, mMASS, 'm'")
legend('Total Mass', 'Disc.

Mass', 'Location', 'best');

hold('off")

end

Mass', 'Cont. Mass', "Mono.

$plotting particle numbers chart$%

if TMC 1
figure (2)
movegui (figure (2), 'southeast');
title('Particle Number Evolution')
xlabel ('Time"')
ylabel ('No. of Particles')
hold('on"')
plot (time, Pno, 'k'")
legend ('Particle Numbers', 'Location', 'best');
hold('off")

end

$plotting evolution charts
if MEC 1
upper = 1.1*R;
for n 3:M+3
figure (n)
movegui (figure (n), 'northwest');
scatter (xd,uDn(n=-2,:),"'x"', 'b")
hold('on'")
plot (xcm,uCn(n-2,:),'b")
title('Particle Mass Distribution')
xlabel ('Particle Size'")
ylabel ('Concentration')
legend ('Disc. Particle Mass', 'Cont.
Mass', 'Location', '"northeast');

Particle
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x1lim ([0 upper])

hold('off")

246

247

end

248

end
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MODEL CONFIGURATION FUNCTIONS AND ICs
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254

%$Continuous fragmentation rate

255

256

frag_rate (v, Alpha)

function out =

257

258

out = v. Alpha;

259

260

%$Continuous to continuous resulting distribution

261

262

c2c_select (v, w,Nu)

function out =

263

264

(Nu+2) » (v. Nu) ./ (w.” (Nu+l));

out =

265

266

%$Continuous to discrete resulting distribution

267

268

c2d_select (v, Nu, k)

function out =

269

270

(k.” (Nu+2)—-(k=1)." (Nu+2)) ./ (kx (v.” (Nu+l)))

out

271

272

Continuous regime initial condition

o
o

273

274

IC(v,b,c)

function out =

275

276

= bxexp (c*Vv);

out

277
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exactfrag.m

The following code computes the exact solution provided in Chapter 7, Section 7.4

for the mixed fragmentation model introduced in Section 7.2. It utilises a Matlab

code for evaluating the confluent hypergeometric function given in [69].

exactfrag(N,R,Ih,T,M,Alpha,nu,b,c,MEC)

[out,uDe, uCe]

function

—

o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\°
o\
o\°
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\°
o\
o\
o\
o\
o\
o\
o\
o\
o\°
o\
o\°
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\°
o\°
o\
o\
o

INPUTS

o\°
o\
o\
o\
o\
o\
o\
o\
o\
o\°
o\°
o\
o\
o\
o\
o\
o\
o\
o\
o\°
o\°
o\
o\
o\
o\
o\
o\
o\
o\
o\
o\°
o\°
o\
o\
o\
o\
o\
o\
o\
o\
o\°
o\°
o\°
o\
o\
o\
o\
o\
o\°
o\
o\
o\°
o\
o\°
o\
o\
o\
o\
o\
o\
o\
o°
o\°
o\°
o\°
o\
o\

— The discrete/continiuous boundary

Z

o° o

— The continuous regime upper interval cut-off
— The continuous mass mesh parameter (Ih+l evenly

[ae

o\

Th

o\

N n f 0w O I~ w0 O

spaced mesh points)
— The upper end limit of our time interval

— The time partition parameter

o\

10

o\

11

(M+1 evenly spaced

o

12

mesh points)

o

13

x"alph

Alpha - The fragmentation rate parameter a(x)=

o
o

14

- The selection parameter b (x|y)=(nu+2)x"nu/y {nu+l}

— Parameters for the IC brexp (c*x)

nu

o\

15
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yes/no = 1/0

— Plot mass distribution evolution chart,
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=
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20

func.

geo.

%parameter for hyp.

14

(24+nu) /Alpha

m

21

22

$vector of parameters to

[N,R,Alpha,nu,m,T,b,cl;

para =
pass to

23

sub-functions
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CONSTRUCTING THE MASS AND TIME MESH

%
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29

%$discrete regime integer mass vector

%$continuous regime mesh point vector

linspace (N,R, Ih+1);

Xc =

31

32

continuous mass step size

o
o

dx = xc(2)-xc(1l);

33

34

$computing the continuous mass interval midpoints

35

14

(xc(2:end)+xc(l:end-1))./2

Xcm =

36

37

$time vector
time

38

linspace (0, T,M+1);

39

40

$time step

dt = time (2)-time (1) ;

41

42
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%$discrete fragmentation rates ai for particles of size i=1,2
ad = zeros(1l,N);
for i = 2:N
ad(i) = i1i"Alpha;
end

%discrete selection values bij for i,3=1,2,...,N
bd = zeros(N,N);
for i = 1:N-1

for 7 = i+1:N

bd(i,3) = 2/(3-1);

end
end
for 1 = 1:N

end

for 1 =1

end

$continuous to discrete resulting distribution
bdC = zeros(N,1);
for i = 1:N

bdC (i) = (i" (nu+2)-(i-1) " (nu+2))/1i;

$initialising our solution matrices
uDe = zeros (M+1,N); uCe = zeros (M+1,Ih);

%$initial mass distribution for the continuous regime
for j = 1:TIh

uCe (1, 3) = IC(xcm(j),b,c);
end

$computing the initial mass in the continuous regime
cont_mass = integral(@(y)ICmass(y,b,c),N,R);

$calculating the mass distribution for the continuous regime
$for subsequent times
for n = 2:M+1

t = time (n);
for 3 = 1:Ih
uCe (n, j) = ucont (xcm(j),t,para);

end

J e e e
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end

$initial mass distribution for the discrete regime
for i = 1:N
ubDe(1l,1i) = IC(i,b,c);
end
i_state = ubDe(l, :);

$computing the initial mass in the disc. regime
disc_mass = dot ((1:N),i_state);

%$calculating the mass distribution for the discrete regime
$for subsequent times

ME = zeros (N,N,M);

parfor n = 1:M
(n

tl = time(n); tu = time(n+1l);
ME (:, :,n)=
integral (@ (s)Mat_exp(s,C,para),tl,tu, 'ArrayValued',1);
end
T2 = T/2;

parfor n = 2:M+1

Matexp = sum(ME (:,:,1: (n-1)),3);

gain = expm((time (n)-T2) *C) xMatexp*bdC;

ubDe (n, :) = expm(time (n)*xC)+«transpose (i_state)+gain;
end

$normalising divisor for relative error calculations
norm_div = Tx(disc_mass+cont_mass);

%parameters required for fragerror.m
out = {dx,xcm,dt,norm.div,N};

$plotting evolution charts
if MEC == 1
upper = 1.1*R;
for n = 1:M+1
figure (n)
movegui (figure (n), 'northwest');
scatter (xd,ubDe(n,:),"'x", 'b")
hold('on'")
plot (xcm,uCe(n, :), 'b")
title(['Particle Mass Distribution at time t = '
num2str (time(n)) 1)
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xlabel ('Particle Size'")
ylabel ('Concentration')
legend ('Disc. Particle Mass', 'Cont. Particle ...
Mass', 'Location', '"northeast');
x1im ([0 upper])
hold('off")
end
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¥ Initial conditions for cont. regime

function out = IC(y,b,c)

out = bxexp(c*y);

% Integrand for initial cont. mass calculation
function out = ICmass(y,b,c)

out = IC(y,b,c).*y;

% Computatation of confluent hypergeometric function 1F1

function out = hyperg(Y,x,t,para)

o\

Adapted from code by John Pearson, University of Oxford,
as part of the MSc dissertation:
'Computation of Hypergeometric Functions'

o° o oe

o\

Alpha = para(3); m = para(5);

a = 1-m;
b 2;
tol = 107 (-15);

len = length(Y);
out = zeros(l,len);

l:1en

Y(g);
tx (x"Alpha-y "Alpha);

for g

NN
(]

Initialise al, vector of individual terms, and bl,
which stores the sum of the computed terms up to
that point

al=zeros(1,1);

o oo o°

o\°
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al(l)=1;bl=1;
if abs(z)<50

for j=1:500

[)

170

% Compute current entry of al in terms of last

al (J+1)=(a+3-1)/(b+j-1)*z/J*al (J);

[)

bl=bl+al (§+1);

[

% Update the sum of computed terms up to that point

% Apply stopping criterion, as detailed in Section 3.2

if abs(al(j))/abs(bl)<tol && abs(al(j+1))/abs(bl)<tol

break
end

o)
°
o)

°

if (§==500)

[" ' num2str (J)

return
end
end

out (g) = bl;
else

for j=1:500

o° o

computed al (j-1)

of terms computed, i.

If 500 terms have been computed without stopping
criterion being satisfied, state this

' terms computed'] %$#0k<+«NOPRT>

If stopping criterion has been satisfied, return sum

e return bl

Update al(j) and bl in terms of previously

and bl

1(3+1)=(b-a+j-1) *(—a+3j)/J/z*xal(3);

a
bl=bl+al (j+1);

o\°

If stopping criterion is satisfied

if abs(al(j))/abs(bl)<tol && abs(al(j+1))/abs(bl)<tol

break
nd

D

o° oo

if (§==500)

[" " num2str (J)

return
end
end

Initialise cl, which

o° o° oe

for second series in
cl=zeros(1l,1);
cl(l)=1;d1=1;

for k=1:500

If 500 terms have been computed before stopping
criterion has been satisfied, state this

' terms computed']

represents current term, and dl,

which represents sum of all terms computed thus far,

(3.23) and (3.24)
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% Update cl and dl
cl (k+1l)=(a+tk-1) * (a-b+k) /k/ (-2z) xcl (k) ;
dl=dl+cl (k+1);

% Stopping criterion
if abs(cl(k))/abs(dl)<tol && abs(cl(k+1l))/abs(dl)<tol

break

end

% Specify i1if 500 terms computed

if (k==500)
[" " num2str(k) ' terms computed']
return

end

end
% Take last terms computed
hl=bl;h2=d1l;

% Compute relevant Gamma functions using cgama.m [71]
[grl,gil]l=cgama(b,0,1);

[gr2,gi2]=cgama(a,0,1);

[gr3,gi3]l=cgama(b-a,0,1);

% Compute (3.23) or (3.24)
if (zr>0)
h3=(grl+gil*1li)*exp(z)*z~ (a-b)/ (gr2+gi2+11i)+hl...
+exp (pixli*a)*z”" (-a)/(gr3+gi3*1i) «h2;
elseif (zr<0)
h3=(grl+gil«*1i)«* (exp(z)*z~ (a-b)/ (gr2+gi2«=1i)+hl...
+exp (-pixlixa)+z” (-a)/ (gr3+gi3x1i)+h2);
end

Take real part if Im(a)=Im(b)=Im(z)=0, otherwise
simply take what has been computed

o
°
o
°

out (g) = real (h3);

end

end

% Continuous regime solution

function out = ucont (x,t,para)

m

R = para(2); Alpha = para(3); nu = para(4);
para(5); b = para(7); c =

para(8);

integrand = @(y) (y.” (Alpha-nu-1)).%IC(y,b,c).xhyperg(y,x,t,para);

int =

out =

integral (integrand, x,R) ;

exp (-t* (x. Alpha) ) * (IC(x,b,c)+ (mxAlpha*t) * (x. nu) *int) ;

171




APPENDIX 172

302
303
304
305
306
307
308
309
310
311
312
313
314
315
316
317
318
319
320
321
322
323
324
325
326
327
328
329
330
331
332
333
334
335
336
337
338
339
340
341
342
343
344
345

Continuous regime solution for integration in calculation

o° oo

of discrete regime solution
function out = ucontint (Y, s, para)

R = para(2); Alpha = para(3); nu = para(4);
m = para(5); b = para(7); c =

out = zeros(l,length(Y));
for j = 1l:length(Y)
y = Y(3);
integrand=Q@(v) (v.” (Alpha-nu-1)) .*xIC(v,b,c) .*hyperg(v,vy,s,para);
int = integral (integrand,y,R);
out (j)=exp (—-s* (y. Alpha)) * (IC(y,b,c)+ (mxAlphaxs)* (y. nu)*int);
end

% Matrix exponential integrand for computation of discrete

regime solution

function out = Mat_exp(S,C,para)

N = para(l); R = para(2); T = para(6);

out = zeros (N,N,length(S));

T2 = T/2;

for j = 1l:length(3)

s = S(J);

integrand = Q@(y) (y." (Alpha-nu-1)) .*ucontint (y,s,para)
integralterm = integral (integrand,N,R);

out (:,:,3J) = expm((T2-s)+*C) .xintegralterm;

end
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numerror.m

The following code computes the relative error of the numerical approximations
from numfrag.m against a fine mesh evaluation of the exact solution computed
using exactfrag.m.

© W N O s W N

R R R R W W W W W W W W W W N NNN NN NNNN R e e e e
BW N 2 O © 00 N 3 kR W N O © 00N O U R WN R O © 0N U R W N = O

function rel_error = numerror (uDn,uCn,uDe, uCe, out)
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uDn - discrete regime numerical approx. values
continuous regime numerical approx. values
uDe - discrete regime exact solution wvalues

uCe - continuous regime exact solution values
out - list of required parameters
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Extracting the parameters from list

dx = out{:,1}; xcm = out{:,2}; dt = out{:,3};
norm.div = out{:,4}; N = out{:,5};

% Computing the scale up factor for the numerical approx array
[tlow,xlow] = size(uCn); [thigh,xhigh] = size (uCe);

tfactor = (thigh-1)/(tlow-1); xfactor = xhigh/xlow;

% Shaping the numerical approx. and exact solution arrays
% to match in size

uDn_enlarged = repelem(uDn(l:end-1,:),tfactor,1);
uDe_short = uDe(l:end-1,:);

uCn_enlarged = repelem(uCn(l:end-1,:),tfactor,xfactor);
uCe_short = uCe(l:end-1,:);

% Computing the norm of the discrete regime error

D_error = dt*dot ((1:N),sum(abs (uDe_short-uDn_enlarged)));

% Computing the norm of the continuous regime error
C_error = dtxdxxdot (xcm, sum(abs (uCe_short-uCn_enlarged)));

% Computing the relative error of the approximation

rel_error = (D_.error+C_error)/norm.div;
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Init fit.m

The following code computes the parameters (b, ¢) for the initial mass distributions

be and co(x)
truncated domain up to R, accounts for a proportion p of the mass over the

= be®®. The value of ¢ is chosen so that the mass over the

doi

infinite domain. This is achieved using the bisection method. The value of b

is then selected in a manner that the total mass associated with the truncated

distribution is equal to M.

Init_fit (N,R,p, TM,tol, cO)

(b, c]
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- The discrete/continiuous boundary

Z

o o°

— The continuous regime upper interval cut-off

R

— Proportion of mass accounted for in the truncation
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N o < 0 © I~ w0 O

- Mass in the truncated system

— Search interval endpoint,
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cO
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=0

initially cl

c0<0,

[cO,cl],
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tol - Tolerance, terminate when |c_1-c_0|<tol
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Solving for ¢ using the bisection method
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19

$vector of parameters

para = [N,R,pl;

20
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— D
+ A\
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e} 3}
D )

c
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A [0}
3} —
[0} -
< <
O 2
N [ s
[} [a] o

25

4

linspace(c0,cl,100)

range =
length (range)

L

26

27

28

= zeros(1l,L);

Fvals

29

for j = 1:L

30

F (range (Jj),para);

Fvals (J)

31

end

32

33

range (2:end) ;
Fvals (2

cupper
upper

end-1) ;

range (1
Fvals(l:end-1);

clower
lower

34

end) ;

35

36

lower. xupper;

Product

37

38

zeros (1,L-1);

Rootfind

39

for j = 1:L-1

40

if Product (7)<0

41
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Rootfind (j)=1;

42

end

43

end

44

45

14

find (Rootfind, 1, "last"')

ind

46

47

clower (ind) ;
cupper (ind)

cO
cl

48

4

49

= abs(c0-cl);

check

50

51

end

52

53

(cO0+cl)/2;

C
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Solving for b via mass calculations
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59

calculating mass within discrete regime

o
°

60

= dot (xd, exp (c*xd)) ;

disc_mass

62

63

calculating mass within continuous regime

o
°

64

(exp (c*R) * (c*R-1) +exp (c*N) » (1-c*N)) /c"2;

cont_mass

65

66

= M

solving for scaling constant b so that mass

o)
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b

67

TM/ (disc_.mass+cont_mass) ;
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PLOTTING

)
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73

evaluating discrete regime values

o
°

uD

74

= zeros (1,N);

75

N

=1:

for 1

76

uD (1) =IC(i,Db,c)

v

end

78

79

evaluating continuous regime values

o
o

80

linspace (N,R,100);

Xc =

81

4

zeros (1, length (xc))

uC =

82

length (xc)

=1:

for 1

83

uC (1)=IC(xc(i),b,c);

84

end

85

86

$plotting initial mass distribution chart

close all

87

88

89

1.1%R;

upper =
hold('on")

90

91

scatter (xd,uD, '+', 'b")

plot (xc,uC, 'b")

92

93
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title('Initial Particle Mass Distribution')

xlabel ('Particle Mass')

94

95

ylabel ('Concentration')

legend('Disc.

96

Particle

Particle Mass', 'Cont.

97

4

Mass', 'Location', "northeast"')

x1im ([0 upper])

hold('off")
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SUBEFUNCTIONS
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103

104

F(c)=0

Function F for which we require the root c,

o
o

105

106

F(c,para)

function out =

107

108

para(3);

p:

para(2);

R =

para(l);

N =

109

110

4

N

1:

i=

111

112

14

(1-p) *sum((c"2*1) .xexp (cxi))
(p—1) * (cxN-1) xexp (c*N) ;
(cxR-1) xexp (c*R) ;

o1

113

Q2

114

Q3

115

116

Q01+02+Q3;

out =

117
118

Initial state for plotting

%

119
120

IC(y,b,c)

function out =

121
122

= bxexp(c*y);

out

123
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truncerror.m

177

The following code computes the relative error between two numerical approxima-

tions produced by numfrag.m, for different choices of the parameter R.

1 function rel_error = truncerror (uDnr,uCnr,ubDnR, uCnR, out)

2

3 3555555555555 555555 5%5%5555%5%5%5%55555555%%%%%5%%5%5%5%55%%
4 % INPUTS

5 3555555555555 555555555%5%5%55%5%%%%%
6 %

7 % uDnr - discrete regime values with small R

8 % uCnr - continuous regime values with small R

9 % uDnR - discrete regime values with large R

10 % uCnR - continuous regime values with Large R

11 % out - list of required parameters

12 %

13 355555555555 %5%5%5555%5%%%5555555555%5%5%5%5%5%5%5%5%%%555555%5%5%%%%%5%%5%%%%
14

15 % Extracting the parameters from list

16 dx = out{:,1};

17 xcm = out{:,2};

18 dt = out{:,3};

19 norm.div = out{:,4};

20 N = out{:,5};

21

22 %removing last time step as not required for [0,T)

23 uDnr = uDnr (l:end-1,:);

24 uCnr = uCnr(l:end-1,:);

25 uDnR = uDnR(l:end-1,:);

26 UCnR = uCnR(l:end-1,:);

27

28 %Resizing the matrices of solution values to have common size
29 [M,upper] = size(uCnR); [~,lower] = size(uCnr);

30

31 temp = zeros (M, upper);

32 temp(:,1l:1lower) = uCnr; uCnr = temp;

33

34 %Computing the norm of the discrete regime error

35

36 D_error = dtxdot ((1:N),sum(abs (uDnR-uDnr)));

37

38 %Computing the norm of the continuous regime error

39

40 C_error = dtxdxxdot (xcm, sum(abs (uCnR-uCnr)));

B
N =

$Computing the relative error of the truncated solution

'S
w

rel_error = (D_error+C_error)/norm.div;

IS
IS
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C - Justification for Leibniz’s Rule

In Chapter 4, when reformulating equation (4.1) as (4.2), we utilised Leibniz’s
rule for differentiating under the integral in order to justify the equivalence of the
two equations. It is not immediately clear that this operation is entirely rigorous,
therefore we now prove from first principles the equivalence of the two forms, as-
suming that for each ¢ the function uZ%(z,t) is integrable over (N, R) with respect
to x.

F(v)

5—— appearing on the right-hand side of (4.2),

Let us consider the derivative 2
where v(z,t) = zul(z,t) and

R przx
FE(v) :/ / ya(2)b(y|2)ul(z,t)dydz, for N <z < R.
T N

Writing 2 to denote the mass flux F# (v) at a point z € (N, R) and taking r > 0
to be such that z 4+ r € (N, R), we consider

R R
Tar —Fa / / yl2ufi(z, 1) dy dz
T+r

—;/x /Nya(z)b(y\z)ug(z,t)dydz.

The two overlapping regions of integration can be seen represented geometrically
in the diagram below.

z
A [ [ [ [
| | | [
| | | I
R-\--- - - __'___ R
| i F..
| [
X+r- - — — — — — L - — - - = R
| I ‘T;
| I
[ [
X_ _______ — " _____'l—___l___
[ [ [ [
[ [ [ [
Nl ——— - = o __L__
[ [ [ [
[ [ [ [
[ [ [ [
[ [ [ [
[ [ [ [
[ [ [ [
! ! ! ! >
I I I I y
N X X+r R
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Rewriting our integrals, taking account of the overlapping region where they cancel
each other out, we arrive at the following:

i, - FE 1"
e L el dy s
z+r Jx

T [ @

Taking the first of these double integrals, we may write it as

/ X(m+r,R)(Z)a(z)ug(z,t)%/x Tyb(y\z) dydz. (C.2)

Firstly, let us note that the integrand may be bounded in a straightforward manner
by
a(R)ué(z,t)RB(R),

as a result of the L ;.. nature of the functions a and b. Furthermore, from our
assumption regarding uf, this bound can be seen to be integrable over (z, R).
Turning our attention to the inner integral of (C.2), for fixed z € (x, R) let us
denote by H, .(y) a function defined to take the value yb(y|z) for y € [x,x + r),
which is then reflected symmetrically about the line y = x. Having done so, we
may express the inner integral of (C.2) like so:

x+r
[l =3 2 [ ) dy = o) = bal) a7
rJ, 2 2r
Owing to b € Ly joc and the Lebesgue differentiation theorem (Theorem 2.1.4), this
convergence is valid for almost all x and z. We shall utilise this method a number
of times in the upcoming material, when we shall refer to it as the ‘reflection
procedure’ rather than recounting the same details. Hence the integrand from the
outer integral of (C.2) converges pointwise almost everywhere to

ra(2)b(z|2)ul(z,t).

An application of the Lebesgue dominated convergence theorem then yields:

/HT/:C )b(y|z)ud(z,t) dydz—>/ za(2)b(z]2)ul(z,t) dz, (C.3)

as we let r N\, 0. Examining the second of the integrals from (C.1), we may rewrite
it as

L[ aetet) [ ol dy .

r
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From the outer limits of integration we have x < z; then, utilising the mass
conservation condition (3.3), we may bound the inner integral of (C.4) like so:

/ yb(y|z) dy S/ yb(yl|z)dy < 2.
N N

This in turn allows us to bound the integrand of the outer integral by

a(Ryug (= )R,
which is integrable as a result of our assumption regarding uZ. Applying the
reflection procedure to (C.4) and letting r \, 0, we obtain

x+r x x
! / a(2)uf(z, ) / ybly]2) dy dz — ae)uli(z, / yb(y|z) dy

= a(x)u?(m,t) (l’ - Z]b](l’)> )

where the equality comes as a result of condition (3.3). Combining this with (C.3)
we get

R _ TR R
lim M :/ xa(g)b(ﬂz)uﬁ(z,t) dz — a(x)ug(x,t) (x—Z]b](ZL’))

r—0t r

=z (—a(x)ug(x,t) +/ a(2)b(z]2)ul(z, ) dz) + ale) Zjbj(:c)xug(a:,t) :

Establishing the right-hand derivative of F% (v) at € (N, R). For the left deriva-
tive, let © € (N, R) be fixed and r > 0 be such that x —r € (N, R), then we
consider

Fh -

]:‘R 1 R T
Fo = Far 1 / / ya()b(y)2)ul (=, 1) dy dz
T T T N

1 R T—r
o[ vl dy e
z—r JN

As before, the two double integrals have an area of overlap in their regions of
integration; this overlap can be seen in the diagram below.
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z
A I I I I
| | | I
| | | I
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| | ‘T;—r
| I
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xr— | - - - - _ _ e e i
I I I I
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A S ol __ L
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N X-r X R

Accounting for the overlap, where the two integrals cancel each other out, we end
up with

FEEE, LR
:;/ / ya(z)b(y|z)u§(2,t)dydz

- %/ﬂ:r /N””’" ya(2)b(y|2)ul(z,t) dy dz. (C.5)

Taking the first of these double integrals we may rewrite it in the following way:

/ a(z)ug(z,t)%/i yb(y|z) dy dz. (C.6)

The innermost integrand yb(y|z) is bounded by RS(R), allowing us to apply the
reflection procedure once again to give

1 x
;/ yb(y|z) dy — xb(x|z) asr \,0,

with this convergence being valid for almost all x and z. Furthermore, the inte-
grand from the outer integral of (C.6) may be bounded by the integrable function
a(R)uE(z,t)RB(R), hence we may apply the domianted convergence theorem once
again to obtain

%/w /x: ya(z)b(y|z)ud(z,1) dydz—>/x ra(2)b(z|2)ul(z,t) dz. (C.7)



APPENDIX 182

With a switch of integration order, which may be justified by Tonelli’s theorem,
the second integral of (C.5) may be expressed as

| ety [ alebiolz)uliz ) dz . ()

By the usual reflection argument, we have:

l/z a(2)b(y|2)ug(z,t) dz — a(z)b(y|x)ud(x,t) as 7\ 0,

r

for almost all z € (N, R) and y € (N, z), which implies that the outer integrand
from (C.8) converges pointwise almost everywhere to ya(x)b(y|z)ul(x,t). Addi-
tionally, this integrand may be bounded by

Ra(R)ﬁ(R)%/w ul(z,t)dz. (C.9)

The Lebesgue differentiation theorem and the reflection procedure give us

1 x
—/ ul(z,t)dz — ul(z,t) asr\,0.
r xr—r

Hence given any € > 0 we can find a corresponding d(e) > 0, such that r < d(e)
implies

1 xX
<e= — ud(z,t)dz < ul(z,t) +e

r—r

1 xX
—/ ul(z,t)dz — ul(z,t)
r r—r

Since the convergence used to derive this bound was independent of y, we may

further bound (C.9) by

Ra(R)B(R) (ud(z,t) +€),

which, for almost all x, must be finite and hence integrable with respect to y over
(N, z). The dominated convergence theorem allows us to deduce that

L] el dydz > [ yatpiulond(edy
= a(z)ul(z,1) /Nw yb(y|z) dy = a(z)ul(z,t) (x — Zjbj(:c)) ,

as we let r \, 0. The final equality is once again a consequence of the mass

conservation condition (3.3). Putting this together with (C.5) and (C.7) yields

R _ TR R N
lim Fo =S a / va(2)b(x|2)ul(z,t) dy dz — a(z)ul(z,t) (:L‘— Zjbj(a:)>

r—0+t r -
j=1

=z (—a(x)ug(a;,t) + /xRa(z)b(ﬂz)ug(z t)d ) + —Z]b z)zul(z, t) .
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which gives us the left-hand derivative of % (v) at z € (N, R). Having determined
the left and right derivatives of F%(v) and having found them to be equal, we have
therefore established the differentiability of 7% (v), with

R (, R
Gfax( ) — (—a(x)ug(x,t) —|—/x a(2)b(x|2)ud(z,t) dz) + S(zul),

which holds for almost all z € (N, R). Therefore, given a classical solution uZ(z, t)
to either one of the fomulations (4.1) or (4.2), then provided this solution is inte-
grable with respect x over (N, R) for almost all ¢, it is then also a solution to the
alternative formulation.
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